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=> file casreact 

FILE 'CASREACT' ENTERED AT 14:38:11 ON 04 DEC 2006 
USE IS SUBJECT TO THE TERMS OF YOUR CUSTOMER AGREEMENT 
COPYRIGHT (C) 2006 AMERICAN CHEMICAL SOCIETY (ACS) 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 

FILE CONTENT: 1840 - 3 Dec 2006 VOL 145 ISS 23 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

* CASREACT now has more than 10 million reactions * 

Some CASREACT records are derived from the ZIC/VINITI database (1974-1991) 
provided by InfoChem, INPI data prior to 1986, and Biotransformations 
database compiled under the direction of Professor Dr. Klaus Kieslich. 

This file contains CAS Registry Numbers for easy and accurate substance " 
identification. 

=> d Stat que LlOO 
L94 STR 



Structure attributes must be viewed using STN Express query preparation. 



0 




N 



L96 



STR 
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..-0 



Br 




Structure attributes must be viewed using STN Express query preparation. 

L98 930 SEA FILE=CASREACT SSS FUL L94 { 5620 REACTIONS) 

LlOO 1 SEA FILE=CASREACT SUB-L98 SSS FUL L96 ( 1 REACTIONS) 



100.0% DONE 17 VERIFIED 

SEARCH TIME: 00.00.01 



1 HIT RXNS 



1 DOCS 



=> d ibib abs hit LlOO 1 



LlOO ANSWER 1 OF 1 
ACCESSION NUMBER: 
TITLE: 



CASREACT COPYRIGHT 2006 ACS on STN 
137:31057 9- CASREACT 

9-Isothiocyanatoanthracene as a versatile starting 
compound in the chemistry of anthracen-9-yl 

derivatives 

Janovec, Ladislav; Suchar, Gejza; Imrich, Jan; 
Kristian, Pavol; Sasinkova, Vlasta; Alfoldi, Juraj; 
Sedlak, Erik 

Department of Organic Chemistry, Faculty of Science, 
P. J. Safarik University, Kosice, SK-04167, Slovakia 
Collection of Czechoslovak Chemical Communications 
(2002), 67(5), 665-678 
CODEN: CCCCAK; ISSN: 0010-07 65 

Institute of Organic Chemistry and Biochemistry, 
Academy of Sciences of the Czech Republic 

Journal 
English 

structure and reactivity of 9-isothiocyanatoanthracene (5) 
likewise the conformation of the corresponding thioureas have been 
studied. The 13C NMR substituent chemical shift values of the NCS group and 
correlations between spectral parameters (IR, NMR) and. rate consts. of 
reactions of 5, acridin-9-yl, Ph, and benzoyl isothiocyanate with 
butylamine were found. Significant increase of the fluorescence of the 
synthesized anthracenylthioureas with amino acid rests refers to the 
possibility to use 5 as potential biomarker. 



AUTHOR (S) : 



CORPORATE SOURCE: 



SOURCE 



PUBLISHER: 

DOCUMENT TYPE: 
LANGUAGE : 

AB The synthesis 
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REFERENCE COUNT: 



33 THERE ARE 33 CITED REFERENCES AVAILABLE FOR THIS 
RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 



RX{30) OF 55 COMPOSED OF RX{3), RX(2) 
RX(30) K ===> B 




STEPS 
> 




B 

YIELD 90% 



RX(3) RCT K 642-31-9 

RGT L 5470-11-1 H2N0H-HC1, M 497-19-8 Na2C03 

PRO F 2497-53-2 

SOL 64-17-5 EtOH, 7732-18-5 Water 

RX(2) RCT F 2497-53-2 

RGT G 1310-73-2 NaOH, H 13824-96-9 Na hypobromite 

PRO B 2904-61-2 

SOL 7732-18-5 Water, 75-05-8 MeCN 
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FILE *CASREACT' ENTERED AT 13:49:55 ON 04 DEC 2006 
L94 STRUCTURE UPLOADED 

L95 50 SEA SSS SAM L94 { 350 REACTIONS) 

FILE 'STNGUIDE* ENTERED AT 13:52:10 ON 04 DEC 2006 

FILE 'CASREACT' ENTERED AT 13:53:39 ON 04 DEC 2006 
L96 STRUCTURE UPLOADED 

L97 0 SEA SSS SAM L96 ( 0 REACTIONS) 

D STAT QUE L95 
L98 930 SEA SSS FUL L94 ( 5620 REACTIONS) 

SAVE TEMP L98 FRE17 1STRL94 /A 
L99 0 SEA SUB=L98 SSS SAM L96 { 0 REACTIONS) 

LlOO 1 SEA SUB=L98 SSS FUL L96 { 1 REACTIONS) 

D SCA 

FILE 'CAPLUS* ENTERED AT 13:58:16 ON 04 DEC 2006 
E US2005-531171/APPS 
LlOl 1 SEA ABB=ON PLU=ON US2005-531171/AP 

D SCA 
SEL RN 

FILE 'REGISTRY' ENTERED AT 13:59:37 ON 04 DEC 2006 
L102 27 SEA ABB=ON PLU=ON {100-47-0/BI OR 100-51-6/BI OR 100-52-7/BI 

OR 100-54-9/BI OR 100-55-0/BI OR 10200-59-6/BI OR 104-85-8/BI 
OR 104~87-0/BI OR 104-88-1/BI OR 1195-44-4/BI OR 13679-70-4 /BI 
OR 1452-16-0/BI OR 2973-27-5/BI OR 394-47-8/BI OR 4363-93-3/BI 
OR 446-52-6/BI OR 554-14-3/BI OR 555-16-8/BI OR 589-29-7/BI OR 
613-93-4/BI OR 617-90-3/BI OR 619-72-7/BI OR 623-03-0/BI OR 
623-26-7/BI OR 72835-25-7/BI OR 7664-41-7/BI OR 98-01-1/BI) 

FILE 'CAPLUS' ENTERED AT 13:59:53 ON 04 DEC 2006 
L103 298 90 SEA ABB=ON PLU=ON L102/PREP 

L104 1 SEA ABB=ON PLU=ON LlOl AND L103 

D SCA 

SEL HIT RN 

FILE * REGISTRY* ENTERED AT 14:00:27 ON 04 DEC 2006 
L105 13 SEA ABB=ON PLU=ON (100-47-0/BI OR 100-54-9/BI OR 104-85-8/BI 

OR 13679-70-4/BI OR 1452-16-0/BI OR 2973-27-5/BI OR 394-47-8/BI 

OR 613-93-4/BI OR 617-90-3/BI OR 619-72-7/BI OR 623-03-0/BI 
OR 623-26-7/BI OR 72835-25-7/BI ) 
D SCA 

L106 14 SEA ABB=ON PLU=ON L102 NOT L105 

D SCA 

FILE 'STNGUIDE' ENTERED AT 14:02:46 ON 04 DEC 2006 

FILE 'REGISTRY' ENTERED AT 14:05:20 ON 04 DEC 2006 
L107 STRUCTURE UPLOADED 

L108 50 SEA SSS SAM L107 

L109 1015 SEA SSS FUL L107 

SAVE TEMP L109 FRE17 1ST109/A 
LI 10 STRUCTURE UPLOADED 



FILE 'CAPLUS' ENTERED AT 14:10:34 ON 04 DEC 2006 
Llll 9870 SEA ABB=ON PLU=ON L109 

D COST 
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FILE 'REGISTRY* ENTERED AT 14:11:55 ON 04 DEC 2006 

FILE 'CAPLUS' ENTERED AT 14:12:03 ON 04 DEC 2006 
L113 TRA PLU=ON Llll 1- RN : 33398 TERMS 

FILE 'REGISTRY* ENTERED AT 14:15:25 ON 04 DEC 2006 
L114 33398 SEA ABB=ON PLU=ON L113 

D COST 

L115 ■ 3 SEA SUB=L114 SSS SAM LllO 

D SCA 

LI 16 STRUCTURE UPLOADED 

L117 50 SEA SUB-L114 SSS SAM L116 

D STAT QUE L117 
L118. 5939 SEA SUB=L114 SSS FUL L116 

D LllO 

L119 3 SEA SUB=L118 SSS SAM LllO 

L120 90 SEA SUB=L118 SSS FUL LllO 

FILE 'CAPLUS' ENTERED AT 14:22:44 ON 04 DEC 2006 
L121 29003 SEA ABB=ON PLU=ON L120 

L122 47 SEA ABB^ON PLU=ON Llll AND L121 

FILE 'REGISTRY' ENTERED AT 14:23:50 ON 04 DEC 2006 

L123 STRUCTURE UPLOADED 

L124 50 SEA SUB=L118 SSS SAM L123 

L125 2741 SEA SUB=L118 SSS FUL L123 

FILE 'CAPLUS' ENTERED AT 14:25:12 ON 04 DEC 2006 
L126 867630 SEA ABB-ON PLU=ON L125 

L127 36 SEA ABB=ON PLU=ON L122 AND L126 

E KAWAZOE/AU 

L128 8 SEA ABB=ON PLU=ON "KAWAZOE KENTARO"/AU 

L129 13 SEA ABB=ON PLU=ON "KAWAZOE K"/AU 

FILE 'REGISTRY' ENTERED AT 14:27:23 ON 04 DEC 2006 

FILE 'CAPLUS' ENTERED AT 14:27:28 ON 04 DEC 2006 

D STAT QUE L128 

D STAT QUE L129 
L130 21 SEA ABB-ON PLU-ON (L128 OR L129) 

L131 0 SEA ABB=ON PLU=ON L130 AND L127 

D IBIB ABS L130 1-21 

FILE 'REGISTRY' ENTERED AT 14:29:56 ON 04 DEC 2006 

FILE 'CAPLUS' ENTERED AT 14:30:00 ON 04 DEC 2006 
D STAT QUE L127 

FILE 'CASREACT' ENTERED AT 14:30:21 ON 04 DEC 2006 
D STAT QUE LlOO 

FILE 'CAPLUS' ENTERED AT 14:30:54 ON 04 DEC 2006 
D IBIB ABS HITSTR L127 1-36 

FILE 'CASREACT' ENTERED AT 14:32:47 ON 04 DEC 2006 

FILE HOME 
FILE STNGUIDE 
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FILE CONTAINS CURRENT INFORiyiATION . 

LAST RELOADED: Dec 1, 2006 (20061201/UP) . 

FILE CAPLUS 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 4 Dec 2006 VOL 145 ISS 24 
FILE LAST UPDATED: 3 Dec 2006 {20061203/ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http : //www. cas . org/inf opolicy . html • 

FILE REGISTRY 

Property values tagged with IC are from the ZIC/VINITI - data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 3 DEC 2006 HIGHEST RN 914 612-67-2 

DICTIONARY FILE UPDATES: 3 DEC 2006 HIGHEST RN 914 612-67-2 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH June 30, 2006 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http : //www. cas . org/ONLINE/UG/regprops . html 

FILE HCAPLUS 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
the American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 4 Dec 2006 VOL 145 ISS 24 
FILE LAST UPDATED: 3 Dec 2006 (20061203/ED) 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 
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=> file registry 

FILE 'REGISTRY' ENTERED AT 14:27:23 ON 04 DEC 2006 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2006 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE .UPDATES: 3 DEC 2006 HIGHEST RN 914612-67-2 

DICTIONARY FILE UPDATES: 3 DEC 2006 HIGHEST RN 914612-67-2 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH June 30, 2006 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document. For information 
on property searching in REGISTRY, refer to: 

http : / /www . cas . org/ONLINE/UG/regprops . html 

=> file caplus 

FILE 'CAPLUS' ENTERED AT 14:27:28 ON 04 DEC 2006 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2006 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996) , unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 4 Dec 2006 VOL 145 ISS 24 
FILE LAST UPDATED: 3 Dec 2006 (20061203/ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

ht tp : / /www . cas . org/ inf opol icy . html 
•OBI' IS DEFAULT SEARCH FIELD FOR 'CAPLUS' FILE 

=> d Stat que L128 

L128 8 SEA FILE=CAPLUS ABB=ON PLU=ON "KAWA20E KENTAR0'7AU 



=> d Stat que L129 

L129 13 SEA FILE=CAPLUS ABB=ON PLU=ON "KAWAZOE K"/AU 
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= > s L128-L121) 

L130 21 (L128 OR L129) 

^> s L130 and L127 

L131 0 L130 AND L127 

=> d ibib abs L130 1-21 



LI 3 0 ANSWER 1 OF 21 CAPLUS COPYRIGHT 2 006 ACS on STN 



ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE : 

INVENTOR (S) : 
PATENT ASSIGNEE (S) : 
SOURCE : 

DOCUMENT TYPE: 
LANGUAGE : 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2006:470208 CAPLUS 
144:488399 

Process for the preparation of 2-benzylphenol 
derivatives 

Kawazoe, Kentaro; Yoshida, Yasuo 

Ihara Chemical Industry Co., Ltd., Japan 

PCT Int. Appl., 47 pp. 

CODEN: PIXXD2 

Patent 

Japanese 

1 



PATENT 


NO. 






KIND 


DATE 






APPLICATION 


NO. 




DATE 




WO 2006051747 




Al 




20060518 




WO 2005- 


JP20349 




20051107 


W: 


AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BW, 


BY, 


BZ, 


CA, 


CH, 




CN, 


CO, 


CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


EG, 


ES, 


FI, 


GB, 


GD, 




GE, 


GH, 


GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JP, 


KE, 


KG, 


KM, 


KN, 


KP, 


KR, 




KZ, 


LC, 


LK, 


LR, 


LS, 


LT, 


LU, 


LV, 


LY, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 




MZ, 


NA, 


NG, 


NI, 


NO, 


NZ, 


OM, 


PG, 


PH, 


PL, 


PT, 


RO, 


RU, 


SC, 


SD, 


SE, 




SG, 


SK, 


SL, 


SM, 


SY, 


TJ, 


TM, 


TN, 


TR, 


TT, 


TZ, 


UA, 


UG, 


US, 


UZ, 


vc. 




VN, 


YU, 


ZA, 


ZM, 


ZW 
























RW 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE, 


ES, 


FI, 


FR, 


GB, 


GR, 


HU, 


IE, 




IS, 


IT, 


LT, 


LU, 


LV, 


MC, 


NL, 


PL, 


PT, 


RO, 


SE, 


SI, 


SK, 


TR, 


BF, 


BJ, 




CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, 


TG, 


BW, 


GH, 




GM, 


KE, 


LS, 


MW, 


MZ, 


NA, 


SD, 


SL, 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AM, 


AZ, 


BY, 




KG, 


K2, 


MD, 


RU, 


TJ, 


TM 























PRIORITY APPLN. INFO. 

OTHER SOURCE (S) : 
GI 



JP 2004-326161 
JP 2005-231714 



MARPAT 144:488399 



A 20041110 
A 20050810 




R4 r9 
R3 r8 



R4 r9 
r3 r8 



II 



AB A process for the preparation of title compds . of formula I [R1-R4 = 
independently H, (cyclo) alkyl , alkoxy, carboxyl, etc.; R5-R9 = 
independently H, (cyclo) alkyl , halo, etc.] comprising dehydrogenation of a 
compound of formula II (R1-R9 are defined as above) in the presence of a 
dehydrogenation agent is disclosed. For example, condensation of 
benzaldehyde with cyclohexanone gave 2 -benzyl idenecyclohexanone (quant.) # 
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which was dehydrated by Pd to produce 2 -benzylphenol in 97% yield. 
'.REFERENCE COUNT: 15 THERE ARE 15 CITED REFERENCES AVAILABLE FOR T'HIS 

RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 



L13 0 ANSWER 2 OF 21 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE : 

INVENTOR (S) : 
PATENT ASSIGNEE (S) : 
SOURCE : 



DOCUMENT TYPE: 
LANGUAGE : 
FAMILY ACC. NUM. 



COUNT: 



CAPLUS COPYRIGHT 2006 ACS on STN 
2005 : 1334446 CAPLUS 
144 :71468 

Manufacture of alkane or alkene derivates by reduction 
Kawazoe , Ken t aro 

Ihara Chemical Industry Co., Ltd., Japan 
Jpn. Kokaii Tokkyo Koho, 19 pp. 
CODEN: JKXXAF 
Patent 
Japanese 
1 



PATENT INFORMATION: 



PATENT NO. 



JP 2005350427 
PRIORITY APPLN. INFO 
OTHER SOURCE (S) 
AB 



KIND 



A2 



DATE 



APPLICATION NO. 



DATE 



20051222 



JP 2004-175336 20040614 
JP 2004-175336 20040614 

MARPAT 144:71468 

The alkane or alkene-type derivs . are manufactured by* reducing alkene or 
alkyne-type compds. in the presence of bromic acid compds . (or hydrogen 
peroxide)/ hydrazine compds. and acids. Heating 30 mL AcOH, 7.. 5 g 
hydrazine monohydrate, 17.2 g di-Et maleate, and 7.5 g Na bromate in water 
at 40-50° for 3 h gave 14.3 g di-Et succinate. 

L130 ANSWER 3 OF 21 CAPLUS COPYRIGHT 2006 ACS on STN 



ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE : 

INVENTOR (S) : 
PATENT ASSIGNEE (S) : 
SOURCE : 

DOCUMENT TYPE: 

LANGUAGE : 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2005:238935 CAPLUS 
142 :316571 

Process for preparation of aromatic aldehydes 
Kawazoe, Kent aro 

Ihara Chemical Industry Co., Ltd., Japan 

PCT Int. Appl. , 32 pp. 

CODEN: PIXXD2 

Patent 

Japanese 

1 



PATENT 


NO. 






KIND 


DATE 






APPLICATION 


NO. 




DATE 


WO 


2005 


023745 




Al 




20050317 




WO 2003- 


JP10872 




20030827 




W: 


AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BY, 


BZ, 


CA, 


CH, CN, 






CO, 


CR, 


CU, 


cz, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


ES, 


FI, 


GB, 


GD, 


GE, GH, 






GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


KE, 


KG, 


KR, 


KZ, 


LC, 


LK, 


LR, 


LS, LT, 






LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NI, 


NO, 


NZ, 


OM, 


PG, PH, 






PL, 


PT, 


RO, 


RU, 


SC, 


SD, 


SE, 


SG, 


SK, 


SL, 


SY, 


TJ, 


TM, 


TN, 


TR, TT, 






TZ, 


UA, 


UG, 


US, 


uz, 


vc, 


VN, 


YU, 


ZA, 


ZM, 


ZW 












RW: 


GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


SD, 


SL, 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AM, 


AZ, BY, 






KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE, ES, 






FI, 


FR, 


GB, 


GR, 


HU, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


RO, 


SE, 


SI, 


SK, TR, 






BF, 


BJ, 


CF, 


CG, 


CI, 


. CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, TG 


AU 


2003261769 




Al 




20050329 




AU 2003- 


261769 




20030827 


EP 


1661877 






Al 




20060531 




EP 2003- 


818527 




20030827 




R: 


CH, 


DE, 


FR, 


GB, 


IT, 


LI, 


NL 


















CN 


1819984 






A 




20060816 




CN 2003- 


826986 




20030827 


•ITY APPLN. 


INFO 














WO 2003- 


JP10872 




A 20030827 



OTHER SOURCE (S) 



MARPAT 142:316571 
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GI 




R'6?n I 



AB An aromatic aldehyde of the general formula: I (wherein R = CHO; R» and n are 

as defined below) is produced by a process characterized in that a benzyl 
compound of the general formula: I (wherein R = CH20R1: Rl = H or alkyl; n = 
1 - 6; R' = independently H, alkyl, (un) substituted Ph, 
with a bromoxide of the general formula: MBrOm (wherein 
hydrogen atom or a metal atom; and m is an integer of 1 
presence of an acid catalyst. For example, reaction of 

NaBrOS using acetic acid as acid catalyst gave benzaldehyde in 88% yield. 
Aromatic aldehyde compds . can be produced with high selectivity by simple 
operation without the need to use expensive catalysts and transition 
metals . 

REFERENCE COUNT: 3 THERE ARE 3 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 



etc.) is reacted 
M represents a 
to 3) in the 
benzyl ale. with 
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2004:758837 CAPLUS 
141:277368 

Process for preparation of aromatic nitriles 
Kawazoe, Kentaro 

Ihara Chemical Industry Co., Ltd., Japan 

Jpn. Kokai Tokkyo Koho, 16 pp. 

CODEN: JKXXAF 

Patent 

Japanese 

1 



PATENT NO. 



JP 2004256521 
PRIORITY APPLN. INFO. 
OTHER SOURCE (S) : 
GI 



KIND DATE 

A2 20040916 
MARPAT 141:277368 



APPLICATION NO. 

JP 2004-25486 
JP 2003-25553 



DATE 



20040202 
20030203 



(CN) 



n 



(CH2NH2)n 



R)q?n 



R) 



q?n 



II 



AB This invention pertains to a method for producing aromatic nitriles with 
general formula of I [wherein ring A = aryl or heteroaryl; n = 1-9; q = 
1-9; R = H, alkyl, alkoxy, etc.], which comprises oxidation of the aromatic 
aminomethyl con^ds. II with MBrOm [wherein M = H or metal; m = 1-3] 
catalyzed by an acid. For example, benzylamine was treated with NaBr03 in 
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AcOH and H20 to give benzonitrile (89.7%) and benzaldehyde ^B.2%). This 
invention provides a simple method to make aromatic nitriles under mild 
conditions with industrial advantages. 
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Identification of growth hormone receptor in the ovary 
of tilapia, Oreochromis mossambicus 
Kajimura, S.; Kawaguchi, N. ; Kawazoe, K. ; 

Okubo, K.; Aida, K. 

Graduate School of Agricultural and Life Sciences, 
University of Tokyo, Tokyo, 113-8657, Japan 
Fish Physiology and Biochemistry (2004), Volume Date 
2003, 28 (1-4) , 211-212 
CODEN: FPBIEP; ISSN: 0920-1742 
Kluwer Academic Publishers 
Journal 

English 

Growth hormone receptor (GH-R) cDNA was isolated and characterized in the 
tilapia, Oreochromis mossambicus. GH-R mRNA was expressed in the nucleus 
and cytoplasm of the young oocytes and in the follicles surrounding 
vitellogenic oocytes showing a correlation with ovarian IGF- I mRNA levels. 
However, no change was seen in liver GH-R/ IGF- I mRNA levels or plasma 
GH/IGF-I levels during ovarian development, suggesting that GH/IGF-I axis 
may be involved in the ovarian development in paracrine or autocrine 
manner, independent of liver derived IGF-I. 
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20030718 








WO 


2003 
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OTHER SOURCE(S): MARPAT 140:357066 



GI 




AB This invention pertains to a method for producing aromatic nitriles with 
general formula of I [wherein A = (hetero) aryl ; R = H, alkyl, OH, alkoxy, 
hydroxyalkyl , alkoxyalkyl, etc.; n = 1-9; q = 1-9], which comprises 
reacting II [where X = H0CH2, alkoxymethyl, or CHO] with MBrOm [wherein M 
= H or metal ion; m = 1-3] in the presence of an acid catalyst and either 
ammonia or an ammonium salt. For example, 2-f ormyl-5-methylthiophene 
(preparation given) was treated with NaBr03 and NH3»H20 in AcOH to give 
2 -cyano-5-methylthiophene (96.0%). This invention provides a method to 
make aromatic nitriles from low cost starting materials with industrial 
advantages . 
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2004:117730 CAPLUS 
140:163578 

Preparation of aromatic aldehydes from benzyl alcohols 
or ethers 
Kawazoe, Kentaro 

Ihara Chemical Industry Co., Ltd., Japan 

Jpn. Kokai Tokkyo Koho, 14 pp. 

CODEN: JKXXAF 

Patent 

Japanese 
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PATENT NO. 



KIND 



DATE 



APPLICATION NO. 



DATE 



JP 2004043317 
PRIORITY APPLN. INFO.: 
OTHER SOURCE (S) : 
AB C6R' 6-n(CH0)n (R' 



A2 



20040212 



JP 2002-199572 20020709 
JP 2002-199572 20020709 

MARPAT 140:163578 

H, alkyl, OH, alkoxy, halo, N02, amino, etc.; n = 1-6) 
are prepared by reaction of C6R* 6-n{CH20R)n (R = H, alkyl; R*, n = same as 
above) with MBrOm (M = H, metal; m = 1-3) in the presence of acid 
catalysts. PhCH20H was treated with NaBr03 and AcOH in H20 at room temperature 
for 24 h to give 87.6% PhCHO. 
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Patients with Acute Aortic Dissection 
Kin, H./ Kawazoe, JC. ; Nakajima, T. ; Niinuma, 
H.; Kataoka, T.; Endo, S.; Inada, K. 
Department of Cardiovascular Surgery, Iwate Medical 
University Memorial Heart Center, Morioka, Japan 
European Surgical Research (2003), 35(5), 451-454 
CODEN: EUSRBM; ISSN: 0014-312X 
S. Karger AG 
Journal 
English 

We investigated the perioperative serum procalcitonin (PCT) concns . in 5 
consecutive patients who underwent surgery for acute aortic dissection (2 
men, 3 women; mean age 72 ± 9 yr, age range 52-81 yr) . Surgery used 
cardiopulmonary bypass with deep hypothermic circulatory arrest. Blood 
samples were taken prior to surgery, upon arrival in the intensive care 
unit, and 6, 12, 18, 24, and 48 h after intensive care unit arrival. 
Prior to surgery, the PCT level was 4.2 ± 3.4 (range 0.8-8.3) ng/mL. 
The PCT increase was greatest at 24 h (5.8 ± 4.5 ng/mL). 

Preoperative ly, the C-reactive protein concentration was 8.0 ± 8.3 (range 
0.9-23.8) mg/dL, and the white blood cell count was 8.5 ± 3.1 + 
103. C-reactive protein continued to increase at 48 h, while the white 
blood cell count peaked at 24 h. In spite of no symptoms of infectious 
diseases or septicemia, all patients had a significant preoperative PCT 
elevation. This finding may have something to do with the specific 
preoperative condition of acute aortic dissection. However, more clin. 
investigation is needed to clarify the PCT changes during and after 
surgery for acute aortic dissection.. 
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AB A process for the preparation of 1-substituted quinazolines I {Rl = H, halo; R2 
= alkoxy, protected alkoxy; A = alkylene) or salts thereof via a reaction 
of a silylated derivative of a quinazoline II with a chloroalkane C1AR2 or a 
salt thereof in the presence of a catalytic amount of the corresponding 
bromoalkane BrAR2 or a salt thereof, wherein the reaction is conducted in 
two steps by conducting the reaction either with low-boiling substances 
formed being once removed in the course of the reaction or while removing 
such substances, and then adding a catalytic amount of the bromoalkane or a 
salt thereof to the reaction mixture, and the resulting product is 
desilylated. According to this process, the reaction can be completed in 
a short time and 1-substituted quinazolines I can be stably prepared from 
inexpensive chloroalkanes used as main raw material in high yield and at 
high efficiency. 
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AUTHOR(S): Kawazoe, Kentaro; Furusho, Yoshio; 

Nakanishi, Saburo; Takata, Toshikazu 
CORPORATE SOURCE: Department of Applied Chemistry, College of 

Engineering, Osaka Prefecture University, Osaka, 

599-8531, Japan 

SOURCE: Synthetic Communications (2001), 31(14), 2107-2112 

CODEN: SYNCAV; ISSN: 0039-7911 
PUBLISHER: Marcel Dekker, Inc. 

DOCUMENT TYPE: Journal 
LANGUAGE: English 
OTHER SOURCE(S): CASREACT 135:303617 

AB In the bisdihydroxylation of 1 , 5 -cyclooctadiene with 0s04, use of a 

stoichiometric amount of Os04 yielded a 1:1 mixture of syn- and anti -isomers , 
while use of a catalytic amount of 0s04 gave only syn- (IR* , 2S* , 5R* , 6S*) - 
cyclooctane-l,2,5,6-tetrol. This syn-selectivity was attributed to the 
favorable formation of an intramol . osmium(VI) bisglycolate ester in the 
catalytic reaction . 
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TITLE: .Reduction of the source size, of gas -puff z -pinch 

plasmas using an inductive pulsed power system 

AUTHOR (S) : Imasaka, K. ; Kawazoe, JC. ; Kawauchi, K. ; 

Kara, S.; Suehiro, J.; Kara, M. 

CORPORATE SOURCE: Department of Electrical and Electronic Systems 

Engineering, Graduate School of Information Science 
and Electrical Engineering, Kyushu University, 
Higashi-ku, Fukuoka, 812-8581, Japan 

SOURCE: Review of Scientific Instruments (2000), 71(12), 

4438-4444 

CODEN: RSINAK; ISSN: 0034-6748 
PUBLISHER: American Institute of Physics 

DOCUMENT TYPE: Journal 
LANGUAGE : Engl i sh 

AB A small scale inductive pulsed power (IPP) generator with copper wire 

fuses as an opening switch has been applied to an argon gas -puff z -pinch 
plasma which can be used as a point source for x-ray lithog. The IPP 
generator with fuses supplies. a driving current of 60 kA in 400 ns to the 
z -pinch plasma. Without fuses, the generator serves as a conventional 
fast bank (FB) system which supplies z-pinch current of 60 kA in 4.5 
jis. Characteristics of the z-pinch implosions in IPP and FB systems 
are investigated and compared. The result obtained shows that the 
intensity of soft x-rays emitted from hot spots in both systems is 
decreased gradually with longer delay time, which is the time difference 
between energizing a gas -puff actuator and a primary current trigger. 
Dual axis pinhole imagery shows that the hot spot size is 0.8 mm in diameter 
in both systems. However, the average radial displacement of hot spots is 0.9 
mm in the FB system and it is reduced to 0.4 mm in the IPP system. 
Optical framing camera images have confirmed that the radial distribution 
of hot spots is due to kink instability. The framing images also show 
that the imploding plasma in the FB system which has a pinch size of 2.2 
mm in diameter can be further compressed to 1.3 mm. The IPP system can 
suppress the kink instability of pinch plasma and increases plasma column 
uniformity along the z axis. This suggests that the IPP system can 
improve th^ stability of the pinched plasma so as to minimize the end-on 
source size for x-ray lithog. applications. 
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Isolation and characterization of free radical 
scavenging f lavonoid glycosides from the flowers of 
Spartium junceum by activity-guided fractionation 
Yesilada, E.; Tsuchiya,. K. ; Takaishi, Y.; 
Kawazoe, JC. 

Department of Pharmacognosy, Faculty of Pharmacy, Gazi 
University, Ankara, Hipodrom, 06330, Turk. 
Journal of Ethnopharmacology (2000), 73(3), 471-478 
CODEN: J0ETD7; ISSN: 0378-8741 
Elsevier Science Ireland Ltd. 
Journal 
English 

(Fabaceae) flowers are used for the treatment of 



peptic ulcers in Turkish folk medicine. The possible superoxide 
dismutase-like activity of the exts . , fractions and constituents obtained 
through activity-guided fractionation were studied by using in vitro ESR 
spectrometry, in order to explain the role of antioxidant principles in 
the potent antiulcerogenic activity of the extract Despite the fact that the 
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triterpem , spartitrioside, which was previously reported as the active 
antiulcerogenic constituent of the flowers was found almost inactive, the 
f lavonoid-rich fractions showed potent antioxidant activity. Five 
flavonoid glycosides bearing catechol structure in ring B were isolated 
from the butanol extract and their structures were elucidated using IH- and 
13C-NMR techniques as isoquercitrin (quercetin 3p-glucoside) ; 
luteolin 4 ' p-glucoside (I); quercetin 3, 4 ' -diglucoside ; azaleatin 
3p-glucoside (quercetin 5-methylether 3P-glucoside) (II) , 
quercetin 4 ' p-glucoside . Flavonoids (I) and (II) showed the highest 
in vitro antioxidant activity with 22.59 and 19.08 U/mL, resp. 
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Sesquiterpenoids from Ferula kuhistanica 



Kawazoe, 

Itoh, M. 



Chen, B.; Teranishi, R 
Takaishi, Y.; Honda, G 
Kodzhimatov, O. K. 
Fac. Pharm. Sci., Univ 
770-8505, Japan 
Phytochemistry (2000) , 
CODEN: PYTCAS; ISSN: 0031-9422 
Elsevier Science Ltd. 
Journal 
English 



; Takeda , 



Tokushima , Tokushima , 
54 (7) , 717-722 




AB Methanol exts. of the air-dried roots and stems of Ferula kuhistanica 

afforded seven daucane-type sesquiterpenes, called kuhistanicaol A-G (e.g. 
I, kuhistanicaol A) together with 13 known daucane esters. Their 
structures were established on the basis of spectroscopic evidence and the 
results of chemical reactions. 
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Clinical and immunological study of roxithromycin on 
infectious diseases in obstetrics and gynecology 
Izumi, K. ; Mikamo, H.; Kawazoe, JC. ; Tamaya, 
T. 

Gifu University School of Medicine, Gifu, Japan 
Infectious Disease and Therapy (1997), 21(Expanding 
Indications for the New Macrolides, Azalides, and 
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DOCUMENT TYPE: Journal 
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AB In this study ws investigated the long term administration of 

roxithromycin on clin. responses and immune responses in patients with 
chronic intrauterine infection or pyometra. 
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. Comparative study on vaginal or oral treatment of 
bacterial vaginosis 

Mikamo, H.; Kavazoe, JC. ; Izumi, K. ; 
Watanabe, K. ; Ueno, K. ; Tamaya, T. 
. School Medicine, Gifu University, Gifu, 500, Japan 
Chemotherapy (Basel) (1997), 43(1), 60-68 
CODEN: CHTHBK; ISSN: 0009-3157 
Karger 
Journal 
English 

The bacterid, epidemiol . of bacterial vaginosis (BV) and the efficacy of 
vaginal or oral treatment of BV with clindamycin (CLDM) were investigated. 
The epidemiol. of BV was investigated in 100 symptomatic women before CLDM 
therapy. Two groups consisting of 50 patients each with the diagnosis of 
symptomatic BV were treated with either oral administration of 450 mg CLDM 
three times daily or 2% CLDM phosphate in vaginal cream (self-made) 5 g 
once a day, for 7 days. There was no significant difference in efficacy 
among vaginal and oral therapies with CLDM. Vulvovaginal irritation 
occurred in 3 patients orally treated and in 1 patient vaginally treated. 
Gastrointestinal disturbances were observed in 4 orally treated patients, 
slight abnormal elevation of the glutamine-oxaloacetic transaminase level 
was also found in 1 patient orally treated. Since there were no 
statistically significant differences in efficacy rates between vaginal 
and oral CLDM treatments, we favor vaginal treatment of BV, based on less 
adverse effects. 
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Application of photoionization detector (PID) to 
electron capture detector (ECD) 
JCawazoe, JC. ; Kurita, S.; Hisateru, H.; lida, 

K.; Chiba, H. 

Hitachi Sci. Systems (Ltd.), Japan 
Kuromatoguraf i (1996), 17(4), 270-271 
CODEN: KUROE9; ISSN: 0917-3048 
Kuromatoguraf i Kagakkai 
Journal 
Japanese 

An investigation on a photoionization detector (PID) to electron capture 
detector (ECD) for gas chromatog. was undertaken. The helium resonance 
line (58.4 nm, 20.5 eV) emitted from a d.c. discharge in helium gas under 
atmospheric pressure was employed as a light source of ECD. One of the 
advantage 

of present ECD with photoionization system is free from the regulation. 
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CV-4151 - a potent, selective thromboxane A2 
synthetase inhibitor 

Terashita, Z.; Imura, Y.; Tanabe, M. ; Kawazoe, 

jr.; Nishikawa, K. ; Kato, K. ; Terao, S. 

Cent. Res. Div., Takeda Chem. Ind., Ltd., Osaka, 532, 

Japan 

Thrombosis Research (1986), 41(2), 223-37 
CODEN: THBRAA; ISSN: 0049-3848 , 
Journal 
English 




C{Ph) =CH(CH2)4C02H 

I 



AB CV-4151 (I) [89667-40-3] inhibited horse platelet microsomal thromboxane 

A2 synthetase [60832-04-4] with an IC50 (50% inhibitory concentration) of 2.6 
+ 10-8M, but even at a high concentration of 10-4M it had little effect on 
cyclooxygenase, PGI2 synthetase, and 5-lipooxygenase in in vitro enzymic 
assays. CV-4151 did not affect PGI2 release from rat and rabbit aortic 
tissues in in vitro (10-4M) and ex vivo (10 and 100 mg/kg, orally) expts., 
whereas aspirin (10-4M or 10 and 100 mg/kg, orally) markedly inhibited 
PGI2 release in these prepns. When given orally to rats and dogs, CV-4151 
markedly inhibited blood TXA2 synthetase activity: the ID50 values (mg/kg, 
2 h later) were 0.05 in rats and 0.17 in dogs. The inhibitory effects at 
an oral dose of 1 mg/kg lasted more than 24 h in both species; the 
inhibition was 41% in rats and 32% in dogs 24 h after the administration. 
When injected i.v. to rats and dogs, CV-4151 caused inhibitory effects on 
TXA2 synthetase equipotent to those observed with the oral administration. 
In both species, CV-4151 given orally increased concentration of serum 
immunoreactive 6-keto-PgFla concomitant with a decrease of serum 
TXB2 concentration CV-4151 was equipotent to OKY-1580 {IC50: 2.3 + 10-8M) , 
a TXA2 synthetase inhibitor, in an in vitro TXA2 synthetase assay. 
However, W-4151, given orally or i.v. to rats and dogs, was much more 
potent and longer acting in inhibition of blood TXA2 production than OKY-1580. 
Dazoxiben was less potent than these compds . in vitro. In rats, serial 
oral administration of CV-4151 (10 mg/kg) once daily for 14 days produced 
a constant and marked reduction of serum TXB2 concentration with concomitant 

increase 

of serum immunoreactive 6-keto-PGFla concentration No rebound phenomenon 
in inhibition of TXA2 synthetase was observed after the dosing was stopped. 
Apparently, CV-4151 is a potent and long-acting selective inhibitor of 
TXA2 synthetase and may reorient the metabolism of PG endoperoxides to PGI2. 



L130 ANSWER 18 OF 21 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE : 



AUTHOR (S) : 



CORPORATE SOURCE: 



CAPLUS COPYRIGHT 2006 ACS on STN 
1984:167944 CAPLUS 
100:167944 

Cerebral circulatory and cardiac effects of 
vinpocetine and its metabolite, apovincaminic acid, in 
anesthetized dogs 

Imamoto, T.; Tanabe, M.; Shimamoto, N. ; KsLwazoe, 
K, ; Hirata, M. 

Biol. Lab., Takeda Chem. Ind., Osaka, 532, Japan 
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AB Cerebral circulatory and cardiac actions of vinpocetine (I) [42971-09-5] 
and its metabolite, apovincaminic acid (AVA) (II) [27773-65-5] , were 
studied in anesthetized dogs. Injections of vinpocetine (0.03 to 1.0 
mg/dog) into the vertebral or coronary artery produced dose -dependent 
increases in the blood flow of each artery. I. v. bolus injections of 
vinpocetine (0.3 and 1.0 mg/kg) transiently increased vertebral flow and 
superior sagittal sinus flow velocity in a dose -dependent manner. Femoral 
flow was slightly increased with a fall in diastolic pressure. AVA (1.0 
to 5.0 mg/kg) did not significantly increase vertebral, but increased 
femoral flow, which was accompanied by systemic hypotension. A similar 
trend of actions was noted after i.v. infusion of both agents (0.15 and 
0.5 mg/kg/min for 30 min) . An intraduodenal administration of vinpocetine 
(10 mg/kg) increased vertebral and regional' cerebral cortical flows, 
accompanying with a fall in diastolic blood pressure. Femoral flow was 
not affected. An i.v. bolus injection of vinpocetine (1, 3, and 10 mg/kg) 
transiently decreased systemic blood pressure, left ventricular maximum dp/dt 
and heart rate in a dose -dependent manner. Cardiac output tended to be 
increased, and total peripheral resistance decreased. Coronary flow was 
transiently increased at 1 and 3 mg/kg, but tended to be decreased at 10 
n^9/^9- AVA, in the same dose range, decreased systemic blood pressure and 
total peripheral resistance, and increased cardiac output and coronary 
flow in a dose -dependent manner. An i.v. infusion of vinpocetine (0.5 
mg/kg/min for 30 min) decreased systemic blood pressure, left ventricular 
maximum dp/dt, total peripheral resistance and heart rate. Cardiac output 
was little changed. Coronary flow was slightly increased. AVA (0.5 
mg/kg/min for 30 min) elicited systemic hypotension, while left 
ventricular maximum dp/dt and cardiac output were slightly increased. Heart 
rate was little changed. Coronary flow was markedly increased. 
Apparently vinpocetine acts more selectively on cerebral circulation- and 
AVA does more selectively on peripheral circulation. Vinpocetine and AVA 
had no remarkable cardiac action. 
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Effects of magnetic properties of cobalt- 
chromium/nickel -iron double -layered medium on 
perpendicular magnetic recording 
Saito, I.; Satake, S.; Kawazoe, JC. ; 
Tsuruoka , M . ; Honda , N . 

Res. Cent., Sony Corp., Yokohama, 240, Japan 
Nippon Oyo Jiki Gakkaishi (1983), 7(2), 103-6 
CODEN: N0JGD3; ISSN: 0285-0192 
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AB The effects of magnetic properties and thickness of Co-Cr/Ni-Fe 
double -layered medium on perpendicular magnetic recording were 
investigated. Expts . were performed by using a single-pole-type head for 
recording and a ring-type head for reproducing. (1) The thickness of the 
Ni-Fe layer be greater than half of thickness of the head pole to obtain 
the maximum reproduced voltage. (2) The reproduced voltage Ep is 
proportional to HcO.6 (He is the coercive force of the Co-Cr layer in the 
film normal direction). (3) Ep/HcO.6 (sEp ' ) Is independent of saturation 
magnetization of the Co-Cr layer. (4) Ep' Increases with thickness of the 
Co-Cr layer 6p at long recording wavelength. (5) Ep' Is independent 
of 6p when the recording wavelength is short. The relationships (2) 
to (4) are close to those suggested by a calcn. based on a magnetization 
model of the medium and a reciprocal theorem. The relationship (5) does 
not agree with the result of the calcn., probably because of the 
incorrectness of the magnetization model for short recording wavelength. 
The calcn. shows that magnetic interaction between the ring head and the 
medium has an important effect on the reproducing characteristics. 
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Coronary and cardiohemodynamic effects of 
2-phenylaminoadenosine (CV-1808) in anesthetized dogs 
and cats 

Kawazoe, K. ; Matsumoto, N.; Tanabe, M.; 

Fujiwara, S-/ Yanagimoto, M. ; Hirata, M.; Kikuchi, K. 

Cent. Res. Div., Takeda Chem. Ind. Ltd., Osaka, 532, 

Japan 

Arzneimittel-Forschung (1980), 30(7), 1083-7 

CODEN: ARZNAD; ISSN: 0004-4172 

Journal 

English 




AB The coronary vasodilating effect of intracoronary or i.v. CV 1808 (I) 

[S3296-10-9] in dogs was greater than that of nifedipine, nitroglycerin, 
or dipyridamole. I increased blood flow to the superior mesenteric artery 
to a lesser extent than blood flow to the coronary vascular bed, and blood 
flow to the femoral artery was decreased. I.v. I caused a dose -dependent 
increase in left ventricular dp/dt, which was inhibited by pretreatment 
with propranolol. I was well absorbed from the intestinal tract. 
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Pharmacological studies of trans -6 -hydroxy- 5- 
hydroxymethyl -2 -isopropylamiho- 1 ,2,3,4- tetrahydro - 1 - 
naphthalenol hydrochloride {AA-4 97) , a new potent 
bronchodi lator 

Inatomi, N.; Kuriki, H. ; Kanno, M. ; Kawazoe, 
K. ; Nagawa, Y.; Miyata, T, ; Takahama, K. ; Kase, 
Y. 

Cent. Res. Div., Takeda Chem. Ind. Ltd., Osaka, Japan 
Arzneimittel-Forschung (1980), 30(2), 276-85 
CODEN: ARZNAD; ISSN: 0004-4172 

Journal 
English 



HO 




CH2OH 



®HC1 




OH 



'"^NHCHMe2 



I 



AB The bronchodilating effect and other related pharmacol . properties of AA 
497 (I) [65860-38-0] were compared with those of isoprenaline , 
trimetoquinol and especially salbutamol. In vitro studies using tracheal, 
uterine, ileal, and atrial prepns . showed I to be a bronchodilator 
possessing p2 -adrenoceptor stimulating properties of high 
selectivity, similar to that of salbutamol and superior to isoprenaline 
and trimetoquinol. When given i.v. to guinea pigs and dogs, I was 0.4 to 
3 times as potent as salbutamol and 0.3 to 0.5 times as potent as 
isoprenaline and trimetoquinol in bronchodilating activity. I given 
orally or intraduodenally to both animal species caused bronchodilating 
actions of a little longer duration with 4 to 11-fold potencies, compared 
with salbutamol, when bronchoconstrictions were induced by various chemical 
agents and allergic reactions. When compared to the pos . chronotropic 
effect in guinea pigs, I had an orally higher selective bronchodilating 
action than isoprenaline and trimetoquinol. I also had a higher 
selectivity than salbutamol by the oral route in dogs. The effects of I 
and salbutamol on respiratory tract fluid and ciliary movements were also 
compared . 
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=> file registry 

FILE 'REGISTRY' ENTERED AT 14:29:56 ON 04 DEC 2006 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2006 American Chemical Society (ACS) 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 3 DEC 2006 HIGHEST RN 914612-67-2 

DICTIONARY FILE UPDATES: 3 DEC 2006 HIGHEST RN 914612-67-2 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CURRENT THROUGH June 30, 2006 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document . For information 
on property searching in REGISTRY, refer to: 

http : / /www . cas . org/ONLINE/UG/regprops . html 

=> file caplus 

FILE 'CAPLUS' ENTERED AT 14:30:00 ON 04 DEC 2006 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2006 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 4 Dec 2006 VOL 145 ISS 24 
FILE LAST UPDATED: 3 Dec 2006 (20061203/ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http : / /www . cas , org/ inf opol icy . html 
'OBI' IS DEFAULT SEARCH FIELD FOR 'CAPLUS' FILE 

=> d Stat que L127 
L107 STR 

Br** O 



Structure attributes must be viewed using STN Express query preparation. 
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L109 1015 SEA FILE=REGISTRY S3S FUL L107 

LllO STR ' ' 




Structure attributes must be viewed using STN Express query preparation. 

Llll . 9870 SEA FILE=CAPLiUS ABB=ON PLU=ON L109 

L113 TRANSFER PLU=ON Llll 1- RN : 33398 TERMS 

LI 14 333 98 SEA FILE=REGISTRY ABB=ON PLU=ON LI 13 

L116 STR 




Structure attributes must be viewed using STN Express query preparation. 



L118 593 9 SEA FILE=REGISTRY SUB=L114 SSS FUL L116 

L120 90 SEA FILE=REGISTRY SUB=L118 SSS FUL LllO / 

L121' 29003 SEA FILE=CAPLUS ABB=ON PLU=ON L120 

L122 47 SEA FILE=CAPLUS ABB=ON PLU=ON Llll AND L121 

L123 STR 



0 




Structure attributes must be viewed using STN Express query preparation. 

L125 2741 SEA FILE=REGISTRY SUB=L118 SSS FUL L123 

L126 867630 SEA FILE=CAPLUS ABB=ON PLU=ON L125 

L127 36 SEA FILE=CAPLUS ABB=ON PLU=ON L122 AND L126 



=> file casreact 

FILE 'CASREACT' ENTERED AT 14:30:21 ON 04 DEC 2006 
USE IS SUBJECT TO THE TERMS OF YOUR CUSTOMER AGREEMENT 
COPYRIGHT (C) 2006 AMERICAN CHEMICAL SOCIETY (ACS) 
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Copyright of tht: articles to which records in uhis database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 

FILE CONTENT: 1840 - 3 Dec 2006 VOL 145 ISS 23 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

* * 

* CASREACT now has more than 10 million reactions * 

* * 
******************** *,* *************************************** 

Some CASREACT records are derived from the ZIC/VINITI database (1974-1991) 
provided by InfoChem, INPI data prior to 1986, and Biotransformations 
database compiled under the direction of Professor Dr. Klaus Kieslich. 

This file contains CAS Registry Numbers for easy and accurate substance 
identification . 

-> d Stat que LlOO 
L94 STR 




Structure attributes must be viewed using STN Express query preparation. 
L96 STR 
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Structure attributes must be viewed using STN Express query preparation. 

L98 930 SEA FILE=CASREACT SSS FUL L94 ( 5620 REACTIONS) 

LlOO 1 SEA FILE=CASREACT SUB=L98 SSS FUL L96 ( 1 REACTIONS) 

100.0% DONE 17 VERIFIED 1 HIT RXNS 1 DOCS 

SEARCH TIME: 00.00.01 



=> d ibib abs hitstr L127 1-36 

YOU HAVE REQUESTED DATA FROM FILE ' CAPLUS ' - CONTINUE? (y)/N:y 
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ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 

INVENTOR (S) : 
PATENT ASSIGNEE (S) : 
SOURCE : 

DOCUMENT TYPE: 
LANGUAGE : 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2006 : 729931 CAPLUS 
145:166972 

Catalytic hydrogeno lysis process for producing an 

aralkyl compound from a haloalkylaromatic compound 

Yamada, Seiji; Kishimoto, Kiyomi 

Sumitomo Chemical Company, Limited, Japan 

Eur. Pat. Appl. , 8 pp. 

CODEN: EPXXDW 

Patent 

English 

1 



PATENT NO. 



KIND 



DATE 



APPLICATION NO. 



DATE 



EP 1683777 Al 20060726 EP 2006-1354 20060123 

R: AT, BE, CH, DE, DK, ES , FR, GB, GR, IT, LI, LU, NL, SE, MC, PT, 

IE, SI, LT, LV, FI, RO, MK, CY, AL, TR, BG, CZ, EE, HU, PL, SK, 

BA, HR, IS, YU 

JP 2006206446 A2 20060810 JP 2005-16678 20050125 

US 2006167301 Al 20060727 US 2006-337076 20060123 

KR 2006086287 A 20060731 KR 2006-6774 20060123 
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CN 1310774 A 20060802 CN 2006-lC 004012 20060123 

PRIORITY APPLN. INFO.: JP 2005-16678 : A 20050125 

AB A process for producing an aralkyl compound (e.g., 2-cyano-4'- 

methylbiphenyl) comprises the catalytic (e.g., Pt/C) hydrogenolysis of a 

haloalkylarom. compound (e.g., 4 • -bromomethyl-2-cyanobiphenyl) in a 

two-layer solvent system comprising water and a water-insol. organic solvent. 
IT 7789-38-0, Sodium bromate 114772-40-5, 

4 ' -Bromomethyl-2- (tert-butoxycarbonyl ) biphenyl 114772-53-1, 

4 ' -Methyl-2-cyanobiphenyl 209911-63-7 901768-33-0 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(catalytic hydrogenolysis process for producing an aralkyl compound from 
a haloalkylarom. compound) 
RN 7789-38-0 CAPLUS 

CN Bromic acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 




Na 



RN 114772-40-6 CAPLUS 

CN [1,1' -Biphenyl] -2 -carboxylic acid, 4 ' - (bromomethyl) 
ester (9CI) (CA INDEX NAME) 



1, 1-dimethylethyl 




CH2Br 



RN 114772-53-1 CAPLUS 

CN [1,1' -Biphenyl] -2 -carbonitrile, 4 ' -methyl- 



(9CI) (CA INDEX NAME) 




RN 209911-63-7 CAPLUS 

CN [1,1' -Biphenyl] -2 -carbonitrile, 4 • - (dibromomethyl) - (9CI) 



(CA INDEX NAME) 
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CN 




RN 901768-33-0 CAPLUS 

CN [1, 1 • -Biphenyl] -2-carbQxylic acid, 4 • - (dibromomethyl) - , 1, 1- dimethyl ethyl 
ester (9CI) (CA INDEX NAME) 



O 

II 

C--OBu-t 



CHBr2 



IT 114772'54'2P, 4 ' -Bromomethyl -2 -cyanobiphenyl 

RL: RCT (Reactant) ; SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 

(catalytic hydrogenolysis process for producing an aralkyl compound from 
a haloalkylarom. compound) 
RN . 114772-54-2 CAPLUS 

CN [1, 1' -Biphenyl] -2 -carbonitrile, 4 (bromomethyl) - (9CI) (CA INDEX NAME) 





CH2Br 



REFERENCE COUNT: 



THERE ARE 3 CITED REFERENCES AVAILABLE FOR THIS 
RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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DOCUMENT TYPE: 
LANGUAGE : 
AB Unavailable 
IT INDEXING IN PROGRESS 
IT 7789-38-0 

RL: CAT (Catalyst use); USES (Uses)) 



CAPLUS COPYRIGHT 2 006 ACS on STN 
2 006:159025 CAPLUS 

Product subclass 3 : sodium halides and sodium cyanide 
Krapcho, A. Paul 

Department of Chemistry, University of Vermont, 
Burlington, VT, 05405, USA 

Science of Synthesis (2006) , Volume Date 2005, 8b, 
925-1010 
CODEN: SSCYJ9 
Georg Thieme Verlag 
Journal 
English 
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RN 
CN 



7789-38-0 i":APLUS 

Bromic acid, scdium salt (SCI, 9CI) 



(CA INDEX NAME) 



O 



0= Br— OH 



• Na 

IT 55'21''0, Benzamide 65-85-0, Benzoic acid 70-11-1 
89-98-5 91-01-0 93-97-0 94-02-0 
98-85-1 98-88-4, Benzoyl chloride 99-61-6 
100-09-4 100-19-6 100-51-6 , Benzenemethanol 
105-13-5 134-81-6 135-02-4 456-48-4 
459-57-4 529-20-4 532-27-4 583-04-0 
587-04-2 589-18-4 591-31-1 606-45-1 
619-80-7 623-27-8 , 1 , 4 -Benzenedicarboxaldehyde 
873-75-6 873-76-7 874-60-2 959-28-4 
1122-91-4 1927-62-4 2243-81-4, 
1-Naphthalenecarboxamide 4850-49-1 5202-81-3 
5381-93-1 5764-85-2 6630-33-7 
16735-22-1 18203-32-2 24744-96-5 
29264-40-2 31184-84-6 33148-47-9 
42052-52-8 50690-11-4 52695-39-3 
55848-19-6 60656-87-3 66323-99-7 
79373-26-5 96065-64-4 104599-82-8 
106331-89-9 151703-89-8 173828-94-9 
220032-70-2 287392-18-1 308359-94-6 
308359-95-7 308359-96-8 308359-97-9 
308359-98-0 339064-20-9 418765-72-7 
418765-73-8 418765-74-9 418765-75-0 
418765-76-1 

RL: RCT (Reactant) ; RACT (Reactant or reagent)) 
RN 55-21-0 CAPLUS 

CN Benzamide (SCI, 9CI) (CA INDEX NAME) 



Ph- C- NH2 

RN 65-85-0 CAPLUS 

CN Benzoic acid (7CI, SCI, 9CI) (CA INDEX NAME) 



RN 70-11-1 CAPLUS 

CN Ethanone, 2 -bromo-1 -phenyl- (9CI) (CA INDEX NAME) 



O 



O 

II 
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RN 
CN 



89-98-5 CAPLUS 

Benzaldehyde, 2-chloro- (9CI) (CA INDEX NAME) 




CHO 



CI 



RN 91-01-0 CAPLUS 

CN Benzenemethanol , a-phenyl- (9CI) (CA INDEX NAME) 
Ph 

Ph- CH- OH 

RN 93-97-0 CAPLUS 

CN Benzoic acid, anhydride (9CI) (CA INDEX NAME) 



RN 94-02-0 CAPLUS 

CN Benzenepropanoic acid, p-oxo-, ethyl ester (9CI) (CA INDEX NAME) 




Ph— C— CH2- C- OEt 

RN 98-85-1 CAPLUS 

CN Benzenemethanol, a-methyl- (9CI) (CA INDEX NAME) 



0 O 

II II 

c-o-c- 



Ph 



HO- CH- Me 



RN 
CN 



98-88-4 CAPLUS 

Benzoyl chloride (8CI, 9CI) (CA INDEX NAME) 
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O 

II 

CI- C— Ph 

RN 99-61-6 CAPLUS 

CN Benzaldehyde, 3-nitro- (9CI) (CA INDEX NAME) 




RN 100-09-4 CAPLUS 

CN Benzoic acid, '4-methoxy- {9CI) (CA INDEX NAME) 




RN 100-19-6 CAPLUS 

CN Ethanone, 1- (4-nitrophenyl) - (9CI) (CA INDEX NAME) 




RN 100-51-6 CAPLUS 

CN Benzenemethanol (9CI) (CA INDEX NAME) 



HO— CH2— Ph 



RN 105-13-5 CAPLUS 

CN Benzenemethanol, 4-methoxy- {9CI) (CA INDEX NAME) 




RN 134-81-6 CAPLUS 

CN Ethanedione, diphenyl- (9CI) (CA INDEX NAME) 
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O 0 

II II 

c-c 



RN 135-02-4 CAPLUS 

CN Benzaldehyde, 2-methoxy- {9CI) (CA INDEX NAME) 




RN 456-48-4 CAPLUS 

CN Benzaldehyde, 3-fluoro- (9CI) (CA INDEX NAME) 




RN 459-57-4 CAPLUS 

CN Benzaldehyde, 4-fluoro- (9CI) (CA INDEX NAME) 




RN 529-20-4 CAPLUS 

CN Benzaldehyde, 2 -methyl- (9CI) (CA INDEX NAME) 




Me 



RN 532-27-4 CAPLUS 

CN Ethanone, 2 -chloro-1 -phenyl- (9CI) (CA INDEX NAME) 



O 

II 

Ph-C-CH2C1 

RN 583-04-0 CAPLUS 

CN Benzoic acid, 2-propenyl ester (9CI) (CA INDEX NAME) 
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O 

II 

Ph- 0- CH2-" CH= CH2 



RN 587-04-2 CAPLUS 

CN Benzaldehyde, 3-chloro- (9CI) (CA INDEX NAME) 




RN 589-18-4 CAPLUS 

CN Benzenemethanol, 4 -methyl- (9CI) (CA INDEX NAME) 




RN 591-31-1 CAPLUS 

CN Benzaldehyde, 3-methoxy- (9CI) (CA INDEX NAME) 




RN 606-45-1 CAPLUS 

CN Benzoic acid, 2-methoxy-, methyl ester {9CI) (CA INDEX NAME) 




RN 619-80-7 CAPLUS 

CN Benzamide, 4-nitro- (9CI) (CA INDEX NAME) 



O 
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■Riv 623-27-8 CAPLUS 

CN 1,4-Benzenedicarboxaldehyde OCX) (CA INDEX NAME) 




RN . 873-75-6 CAPLUS 

CN Benzenemethanol, 4-bromo- (9CI) (CA INDEX NAME) 




RN 873-76-7 CAPLUS 

CN Benzenemethanol, 4-chloro- (9CI) (CA INDEX NAME) 




RN 874-60-2 CAPLUS 

CN Benzoyl chloride, 4 -methyl- (9CI) (CA INDEX NAME) 



O 

II 




Me 



RN 959-28-4 CAPLUS 

CN 2-Butene-l,4-dione, 1, 4-diphenyl- , (2E) - (9CI) (CA INDEX NAME) 
Double bond geometry as shown. 



Ph 




Ph 



O 



RN 1122-91-4 CAPLUS 
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CN Benzc^^dehyde, 4-brorao- (9CI) (CA INDEX NAME) 




Br 



RN 1927-62-4 CAPLUS 

CN 2H-Pyran, tetrahydro-2- (phenylmethoxy) - (9CI) (CA INDEX NAME) 




RN 2243-81-4 CAPLUS 

CN 1-Naphthalenecarboxamide (9CI) (CA INDEX NAME) 




RN 4850-49-1 CAPLUS 

CN 1,3 -Propanediol, 1-phenyl- (7CI, 8CI, 9CI) (CA INDEX NAME) 



Ph 

I 

HO- CH- CH2- CH2- OH 



RN 5202-81-3 CAPLUS 

CN Benzamide, N- (2 -methyl -1-propenyl) - (9CI) (CA INDEX NAME) 



O 

II 

Ph— C- NH— CH= CMe2 



RN 5381-93-1 CAPLUS 

CN 2-Butanone, 4 -hydroxy -4 -phenyl- (6CI, SCI, 9CI) (CA INDEX NAME) 



Ph O 

I II 

HO— CH— CH2— C— Me 
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RN 5764-85-2 CAPLUS 

CN Benzenepropanoic acid, p-hydroxy-, ethyl ester OCX) (CA INDEX NAME) 



Ph O 

I II 

HO— CH— CH2— C— OEt 



RN 6630-33-7 CAPLUS 

CN Benzaldehyde, 2-bromo- (9CI) (CA INDEX NAME) 




Br 



RN 16735-22-1 CAPLUS 

CN 1-Propanone, 3-hydroxy-2-methyl-l-phenyl- (9CI) (CA INDEX NAME) 



0 Me 

II I 

Ph- C— CH- CH2- OH 



RN 18203-32-2 CAPLUS 

CN 3-Buten-l-ol, benzoate {8CI, 9CI) (CA INDEX NAME) 



O 

II 

Ph- C- O- CH2— CH2- CH= CH2 
RN 24744-96-5 CAPLUS 

CN Benzenepropanoic acid, p-hydroxy-a-methyl- , ethyl ester (9CI) 
(CA INDEX NAME) 



Ph Me O 
HO- CH- CH- C- OEt 



RN 29264-40-2 CAPLUS 

CN 4-Penten-l-ol, benzoate (8CI, 9CI) (CA INDEX NAME) 



O 

II 

Ph- C- O- (CH2 ) 3 - CH= CH2 



RN 31184-84-6 CAPLUS 

CN 2-Propen-l-one, 3- (4-chlorophenyl) -1- (2, 4-dimethoxyphenyl) (2E) - (9CI) 
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(CA INDEX NAx'_E) 
Double bond geometry as shown. 



MeO 




RN 33148-47-9 CAPLUS 

CN Benzonitrile, 4- (2 -propenyloxy) - (9CI) (CA INDEX NAME) 



H2C= CH— CH2- 




RN 42052-52-8 CAPLUS 

CN 3-Pentanone, 1 -hydroxy -4 , 4 -dimethyl -1 -phenyl- (9CI) (CA INDEX NAME) 



O Ph 

II I 

t -Bu- C- CH2- CH- OH 



RN 50690-11-4 CAPLUS 

CN Ethanone, 2-chloro-l- {2 , S-dimethylphenyl) - (9CI) (CA INDEX NAME) 




RN 52695-39-3 CAPLUS 

CN Benzonitrile, 4-oxiranyl- {9CI) (CA INDEX NAME) 




RN 55848-19-6 CAPLUS 

CN 3-Pentanone, l-hydroxy-.2 -methyl -1 -phenyl- (9CI) (CA INDEX NAME) 
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. Ph Me O 

I I II 

HO— CH- CH- C— Et 



RN 60656-87-3 CAPLUS 

CN Acetaldehyde, (phenylmethoxy) - (9CI) (CA INDEX NAME) 



Ph- CH2— CHO 



RN 66323-99-7 CAPLUS 

CN Silane, trimethyl [[ (IZ) -1 -phenyl -1-propenyl] oxy] - (9CI) (CA INDEX NAME) 
Double bond geometry as shown. 



Me 




RN 79373-26-5 CAPLUS 

CN 2H-Pyran, tetrahydro-2- (1-methyl-l-phenylethoxy) - (9CI) (CA INDEX NAME) 



Ph 




RN 96065-64-4 CAPLUS 

CN [l,l»-Binaphthalene] -2,2'-dicarboxaldehyde (7CI, 9CI) (CA INDEX NAME) 




RN 104599-82-8 CAPLUS 

CN Benzenepropanoic acid, 2 , 3 , 4 , 5-tetraf luoro-p-oxo-a- 

[ (phenylamino) methylene] ethyl ester, (aE) - (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 
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O NHPh 




RN 106331-89-9 CAPLUS 

CN Benzaldehyde, 3-iodo-5-methoxy-4-propoxy- {9CI) (CA INDEX NAME) 



OMe 




RN 151703-89-8 CAPLUS 

CN 2-Propen-l-one, 3- ( 1 , 3 -benzodioxol-5-yl) -1- (2 , 4 -dimethoxyphenyl) (2E) - 
(9CI) (CA INDEX NAME) 

Double bond geometry as shown. 




RN 173828-94-9 CAPLUS 

CN Oxiranecarboxylic acid, 3- [ (phenylmethoxy) methyl] - , methyl ester, 
(2R,3S)-rel- (9CI) (CA INDEX NAME) 

Relative stereochemistry. 



O 




RN 220032-70-2 CAPLUS 

CN Benzenepropanoic acid, p-hydroxy-a-methyl- , 1-methylethyl ester 
(9CI) (CA INDEX NAME) 
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Ph Me O 

I 1 II 

HO- CH— CH- C— OPr- i 

RN 287392-18-1 CAPLUS 

CN Benzenepropanoic acid, p-hydroxy-a- (phenylmethyl) - , ethyl ester 
(9CI) (CA INDEX NAME) 



O CH2— Ph 



EtO- C- CH— CH— OH 



Ph 



RN 308359-94-6 CAPLUS 

CN Pentofuranose, l,2-0- (1-methylethylidene) -5-0- (triphenylmethyl) acetate 
(9CI) (CA INDEX NAME) 



OAc 




CH2— O- CPh3 



RN 308359-95-7 CAPLUS 

CN Pentofuranose, 1,2-0- (1-methylethylidene). -5-0- (triphenylmethyl) -, benzoate 
(9CI) (CA INDEX NAME) 




RN 308359-96-8 CAPLUS 

CN Pentofuranose, 1,2-0- (1-methylethylidene) -3 -0-2 -propenyl-5-0- 
( triphenylmethyl ) - (9CI) (CA INDEX NAME) 




O— CH2-CH= CH2 
CH2-0-CPh3 



RN 308359-97-9 CAPLUS 

CN Pentofuranose, 1,2-0- (1-methylethylidene) -3-0- (tetrahydro-2H-pyran-2-yl) -5- 
O- (triphenylmethyl)- (9CI) (CA INDEX NAME) 
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Me 




CN Pentofuranose, 3 -0-methyl-l, 2 -0- (1-methylethylidene) -5-0- (triphenylmethyl) - 
(9CI) (CA INDEX NAME) 



OMe 



Me 




RN 339064-20-9 CAPLUS 

CN Benzenemethanol, 3- (bromomethyl) -5- (1, 1 - dime t hyle thy 1) - (9CI) (CA INDEX 
NAME) 



BrCH2 




Bu-t 



HO— CH2 



RN 418765-72-7 CAPLUS 

CN Aziridine, 2 - (dimethoxyphenylmethyl) -1- (1-methylethyl) - (9CI) (CA INDEX 
NAME) 



i-Pr 

N ph 

C-OMe 



OMe 



RN 418765-73-8 CAPLUS 

CN Aziridine, l-cyclohexyl-2 - (dimethoxyphenylmethyl) - (9CI) (CA INDEX NAME) 
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RN 418765-74-9 CAPLUS 

CN Aziridine, 2- [dimethoxy (4 -methylphenyl) methyl] -1- (1-methylethyl) - (9CI) 
(CA INDEX NAME) 



i-Pr 




OMe 



RN 418765-75-0 CAPLUS 

CN Aziridine, 2- [ (4 -f luorophenyl) dimethoxymethyl] -1- (1-methylethyl) - (9CI) 
(CA INDEX NAME) 



i-Pr 




OMe 



RN 418765-76-1 CAPLUS 

CN Aziridine, 2- [dimethoxy (4 -me thoxyphenyl) methyl] -1- (1-methylethyl) - (9CI) 
(CA INDEX NAME) 



i-Pr 




OMe 



IT 98'86-2P 100-52'7P , Benzaldehyde 104-88-lP 
119-61-9P 123-11'5P 

RL: RCT (Reactant) ; SPN (Synthetic preparation); PREP (Preparation); RACT 
(React ant or reagent)) 
RN 98-86-2 CAPLUS 
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1?/04/2006 



O 




RN 100-52-7 CAPLUS 

CN Benzaldehyde (7CI, SCI, SCI) (CA INDEX NAME) 




RN 104-88-1 CAPLUS 

CN Benzaldehyde, 4-chloro- {9CI) (CA INDEX NAME) 




RN 119-61-9 CAPLUS 

CN Methanone, diphenyl- (9CI) (CA INDEX NAME) 



O 

II 

c- 



RN 123-11-5 CAPLUS 

CN Benzaldehyde, 4-methoxy- (9CI) (CA INDEX NAME) 




IT 76'84'6P 86'53'3P, 1-Naphthalenecarbonitrile 
93-58'3P 99'58-lP 104'87-OP 119-36-8P 
121-98-2P 613-90-lP 618'38'2P, Benzoyl iodide 
618-51'9P 618-95-lP 619-42-lP 
623-03-OP 696-41-3P 767'00-OP 
769'60'8P 936''58-3P 939''97'9P 
1743-36-8P 3389-54-6P 4541'14'4P 
5368-81-OP 5623-21-2P 5705-57'7P 
6372-54-9P 6668-24-2P 6712-35-2P 
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7391'73'3P 7464-51-9P 19964'97-7P 
25116-37'4P 29430'66-8P 31121-09-2P'' 
33322-37'lP 35450'37-4P 35509-27-4P, 
8-Quinolinecarbonitrile 39623'35'3P 53012-96'7P 
66885-68-5P 73045-58-6P 81016-01'5P 
81016'02''6P 117388-09-7P 133095'92-8P 
135664-49-2P 135664-51-6P 137532-01-5P 
143850-04-8P 156335-63-6P 161095-77-8P 
168465-63-2P 222729'93-3P 260352-77-OP 
260352-78-lP 266687-00-7P 279669-41-9P 
289705-82-4P 308360-15-8P 339064'28'7P 
359417-20-2P 378215-29-3P 418765'77-2P 
418765-78-3P 418765-79-4P 418765-80-7P 
RL: SPN (Synthetic preparation) ; PREP (Preparation)) 
RN 76-84-6 CAPLUS 

CN Benzenemethanol, a,a-diphenyl- (9CI) (CA INDEX NAME) 

Ph 
I 

Ph- C- OH 
I 

Ph 

RN 86-53-3 CAPLUS 

CN 1-Naphthalenecarbonitrile (9CI) (CA INDEX NAME) 



CN 




RN 93-58-3 CAPLUS 

CN Benzoic acid, methyl ester (6CI, 8CI, 9CI) (CA INDEX NAME) 



O 

II 

Ph— C- OMe 

RN 99-58-1 CAPLUS 

CN Benzoic acid, 3 -bromo-4 -methoxy- (9CI) (CA INDEX NAME) 




RN 104-87-0 CAPLUS 

CN Benzaldehyde, 4 -methyl- (9CI) (CA INDEX NAME) 
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Me 



CHO 



RN 119-36-8 CAPLUS 

CN Benzoic acid, 2 -hydroxy-, methyl ester (9CI) (CA INDEX NAME) 




0 

II 

C-OMe 
OH 



RN 121-98-2 CAPLUS 

CN Benzoic acid, 4-methoxy-, methyl ester {9CI) (CA INDEX NAME) 



MeO 




O 

II 

C— OMe 



RN 613-90-1 CAPLUS 

CN Benzeneacetonitrile, a-oxo- (9CI) (CA INDEX NAME) 



Ph— C— CN 

RN 618-38-2 CAPLUS 

CN Benzoyl iodide (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



O 

II 

I-C-Ph 

RN 618-51-9 CAPLUS 

CN Benzoic acid, 3-iodo- (9CI) (CA INDEX NAME) 




CO2H 
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RN 618-95-1 CAPLUS 

CN Benzoic acid, 3-nitro-, methyl ester OCX) (CA INDEX NAME) 




RN 619-42-1 CAPLUS 

CN Benzoic acid, 4-bromo-, methyl ester (9CI) (CA INDEX NAME) 




RN 623-03-0 CAPLUS 

CN Benzonitrile, 4-chloro- (9CI) (CA INDEX NAME) 



CI 



CN 



RN 696-41-3 CAPLUS 

CN Benzaldehyde, 3-iodo- 



(9CI) (CA INDEX NAME) 




RN 767-00-0 CAPLUS 

CN Benzonitrile, 4-hydroxy- {9CI) (CA INDEX NAME) 




RN 769-60-8 CAPLUS 

CN 2-Propen-l-one, 2 -methyl -1 -phenyl- (9CI) (CA INDEX NAME) 
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O CH2 

11 11 
Ph- C- C- Me 

RN 936-58-3 CAPLUS 

CN Benzenemethanol, a-2 -propenyl- {9CI) (CA INDEX NAME) 



Ph 
I 

HO- CH- CH2- CH= CH2 
RN 939-97-9 CAPLUS 

CN Benzaldehyde, 4- (1, 1-dimethylethyl) - {9CI) (CA INDEX NAME) 




RN 1743-36-8 CAPLUS 

CN Benzenemethanol, a-2-propynyl- (9CI) (CA INDEX NAME) 



Ph 

I 

HO- CH- CH2 - CH 

RN 3389-54-6 CAPLUS 

CN Pyrrolidine, 1-benzoyl- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



O 

II 

C— Ph 

6 

RN 4541-14-4 CAPLUS 

CN 1-Butanol, 4 - (phenylmethoxy) - {9CI) (CA INDEX NAME) 



HO- (CH2)4-0-CH2— Ph 
RN 5368-81-0 CAPLUS 

CN Benzoic acid, 3-methoxy-, methyl ester (9CI) (CA INDEX NAME) 
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II 

O 



RN 5623-21-2 CAPLUS 

CN 4-Penten-l-one, 2-hydroxy-l, 2-diphenyl- {9CI) (CA INDEX NAME) 



O OH 

.>.-'i-^CK.-CH=C„. 

Ph 



RN 5705-57-7 CAPLUS 

CN Benzamide, N- (2-tnethylpropyl) - (9CI) (CA INDEX NAME) 



O 

II 

Ph-C— NHBu-i 

RN 6372-54-9 CAPLUS 

CN Methanone, ( 1-cyclohexyl -2 -aziridinyl) phenyl- (9CI) (CA INDEX NAME) 




C- Ph 

II 

0 



RN 6668-24-2 CAPLUS 

CN 1,3-Butanedione, 2 -methyl -1 -phenyl- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



O Me O 

II I II 

Ph- C- CH~ C- Me 



RN 6712-35-2 CAPLUS 

CN Benzenemethanol, a-tnethyl-a-2-propynyl- {9CI) (CA INDEX NAME) 
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Ph 



Me-C-CH2— 

I 



OH 



RN 7391-73-3 CAPLUS 

CN Benzenepropanenitrile, a, a-dimethyl-p-oxo- {9CI) (CA 
INDEX NAME) 



O CN 

II I 

Ph- C~ C- Me 

I 

Me 



RN 7464-51-9 CAPLUS 

CN Benzamide, 4-methoxy-N- (2-methylpropyl) - (9CI) (CA INDEX NAME) 




RN 19964-97-7 CAPLUS 

CN Benzamide, N-bromo- (6CI, 8CI, 9CI) (CA INDEX NAME) 



O 

II 

Ph- C- NHBr 



RN 25116-37-4 CAPLUS 

CN Methanone, (3 -iodophenyl) phenyl- (9CI) (CA INDEX NAME) 




RN 29430-66-8 CAPLUS 

CN Benzenemethanol , a-phenyl-a-2-propynyl- (9CI) (CA INDEX NAME) 
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Ph 

I . 

HO- C- CH 

I 

Ph 



RN 31121-09-2 CAPLUS 

CN Benzenemethanol, a- [ (phenylamino) methyl] - (9CI) (CA INDEX NAME) 



Ph 

I 

HO- CH- CH2 - NHPh 

RN 33322-37-1 CAPLUS 

CN Benzamide, N-bromo-4 riiitro- (9CI) (CA INDEX NAME) 




RN 35450-37-4 CAPLUS 

CN Benzoic acid, 3 -bromo-4 -methoxy- , methyl ester {9CI) (CA INDEX NAME) 



O 

II 




RN 35509-27-4 CAPLUS 

CN 8-Quinolinecarbonitrile (9CI) (CA INDEX NAME) 



CN 




RN 39623-35-3 CAPLUS 

CN Benzenemethanol, a-ethenyl-, (aR) - (9CI) (CA INDEX NAME) 



Absolute stereochemistry. Rotation {+) . 
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Ph 



RN 53012-96-7 CAPLUS 

CN Benzenebutanenitrile, 4 -chloro-p -methyl -y-oxo- {9CI) (CA INDEX 
NAME) 



O Me 

II I 




C-CH- CH2~CN 



RN 66885-68-5 CAPLUS 

CN 2-Propenoic acid, 3- (4-f ormylphenyl) - , {2E) - (9CI) (CA INDEX NAME) 
Double bond geometry as shown. 




RN 73045-58-6 CAPLUS 

CN a-D-Mannopyranoside, methyl 2 , 4 , 6-tris-O- (phenylmethyl) - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. Rotation (+) . 



OMe 




RN 81016-01-5 CAPLUS 

CN Benzeneacetic acid, a- [1- (benzoyloxy) -4-oxo-2 , 5-cyclohexadien-l-yl] - 
, ethyl ester (9CI) (CA INDEX NAME) 
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O-C-Ph 




RN 81016-02-6 CAPLUS 

CN 2, 5-Cyclohexadien-l-one, 4- (benzoyloxy) -4- [phenyl (phenylsulfonyl) methyl] 
(9CI) (CA INDEX NAME) 




RN 117388-09-7 CAPLUS 

CN Cyclopropaneethanol, 2 , 2-dif luoro- , benzoate (9CI) (CA INDEX NAME) 



' CH2- CH2-- 0- C- Ph 



RN 133095-92-8 CAPLUS 

CN Benzenebutanoic acid, 3-iodo-5-methoxy-y-oxo-4-propoxy- , 
1, 1-dimethylethyl ester (9CI) (CA INDEX NAME) 



OMe 



n-PrO 




C— CH2 - CH2 — C- OBu - 1 

II II 

o o 



RN 135664-49-2 CAPLUS 

CN Benzenepropanenitrile, a,a-bis (l-methylethyl) -p-oxo- 
(9CI) (CA INDEX NAME) 
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O 

II 

C^Ph 
i-Pr— C— Pr-i 

I 

CN 



RN 135664-51-6 CAPLUS 

CN Benzenepropanenitrile, p-oxo-a, a-dipropyl- (9CI) (CA 
INDEX NAME) 



0 

II 

C— Ph 

I 

n-Pr— C— Pr-n 

I 

CN 



RN 137532-01-5 CAPLUS 

CN Benzene, 1- [ (IS) -3 -bromo-l-methoxypropyl] -3- [ (phenylmethoxy) methoxy] - 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



OMe 




CH2Br 



RN 143850-04-8 CAPLUS 

CN lH-Benzotriazole-5, 6-dicarboxylic acid, 1-phenyl-, dimethyl ester (9CI) 
(CA INDEX NAME) 




RN 156335-63-6 CAPLUS 

CN Methanone, [ (2R, 3R, 9R, lOR) -1,2, 3 , 4-tetrahydro-l, 4-ethanonaphthalene- 
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2,3, 9, 10-tetrayl]tetrakis [phenyl-, rel- (9CI) (CA INDEX NAME) 
Relative stereochemistry. 
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RN 161095-77-8 CAPLUS 

CN Oxazole, 4, 5-dihydro-4- [ (4 -methylphenyl ) sulfonyl] -5- 

[ (phenylmethoxy) methyl] (4R,5R)-rel- (9CI) (CA INDEX NAME) 

Relative stereochemistry. 




Me 



RN 168465-63-2 CAPLUS 

CN Benzenemethanol , a- (2-azidoethyl) - (9CI) (CA INDEX NAME) 



Ph 

I 

HO- CH— CH2- CH2- N3 

RN 222729-93-3 CAPLUS 

CN Benzenepropanoic acid, a-benzoyl'-p- (2-oxoethyl) - , ethyl ester 
(9CI) (CA INDEX NAME) 



EtO- C Ph 

I I 

Ph- C^ CH- CH~ CH2- CHO 

II 

O 



RN 260352-77-0 CAPLUS 

CN Cyclopropanemethanol, 2, 2-dif luoro-, benzoate (9CI) (CA INDEX NAME) 
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CH2-0-C-Ph 



RN 260352-78-1 CAPLUS 

CN Cyclopropanepropanol, 2 , 2 -dif luoro- , benzoate (9CI) (CA INDEX NAME) 



(CH2)3-0-C- Ph 



RN 266687-00-7 CAPLUS 

CN Benzonitrile, 4 - (2 -oxo-1 , 3 -dioxolan-4-yl) - (9CI) (CA INDEX NAME) 




RN 279669-41-9 CAPLUS 

CN 1,4-Butanedione, 1,2 -bis (4-chlorophenyl) -4- (2 , 4-dimethoxyphenyl) - (9CI) 
(CA INDEX NAME) 



CI 




RN 289705-82-4 CAPLUS 

CN Benzenemethanol , a-methyl-4-nitro-a-2-propynyl- (9CI) (CA 
INDEX NAME) 




RN 308360-15-8 CAPLUS 

CN Pentofuranose, 1, 2-0- (1-methylethylidene) - , 3-benzoate (9CI) (CA INDEX 
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NAME) 




CH2- OH 



RN 33 9064-28-7 CAPLUS 

CN Benzeneacetonitrile, 3- (1 , 1-dimethylethyl) -5- (hydroxymethyl) - (9CI) 
INDEX NAME) 



(CA 




t-Bu 



RN 359417-20-2 CAPLUS 

CN Butanoic acid, 2-bromo-3-hydroxy-4- (phenylmethoxy) - , methyl ester, 
(2R,3R)-rel- (9CI) (CA INDEX NAME) 

Relative stereochemistry. 




RN 378215-29-3 CAPLUS 

CN Ethanone, 2 - (acetyloxy) - 1- (2 , k -dimethylphenyl) - (9CI) (CA INDEX NAME) 




C- CH2-0AC 



RN 418765-77-2 CAPLUS 

CN Methanone, [1- (1-methylethyl) -2 -aziridinyl] phenyl- (9CI) (CA INDEX NAME) 
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i-Pr 



N 




C-Ph 

II 

0 



RN 418765-78-3 CAPLUS 

CN Methanone, [1- (l-methylethyl) -2-aziridinyl] (4-methylphenyl) - (9CI) (CA 
INDEX NAME) 



i-Pr 




RN 418765-79-4 CAPLUS 

CN Methanone, (4-f luorophenyl) [1- (1-methylethyl) -2-aziridinyl] - {9CI) (CA 
INDEX NAME) 



i-Pr 




RN 418765-80-7 CAPLUS 

CN Methanone, {4-tnethoxyphenyl) [1- (1-methylethyl) -2-aziridinyl] - (9CI) (CA 
INDEX NAME) 



i-Pr 
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This invention relates to an improved method of preparing 
N-hydroxy-4- {5- [4- (5-isopropyl-2-methyl-l, 3-thiazol-4- 
yl) phenoxy] pentoxy }benzamidine (I), a known leukotriene B4 receptor 
antagonist (no biol . data). This process comprises steps of (a) reacting 
anisole with isovaleryl chloride to prepare 1- (4-methoxy-phenyl) -3 - 
methylbutan-l-one (II), (b) reacting II with bromine, sulfuryl chloride, 
N-bromosuccinimide or copper bromide to prepare 2-brbmo-l- (4-methoxy-phenyl) 

3 - methylbutan-l-one (III), (c) reacting III with thioacetamide to prepare 
5-isopropyl-4- (4-methoxyphenyl) -2-methylthiazole (IV), (d) reacting IV 
with bromic acid and acetic acid, sodium cyanide and dimethylsulf oxide , or 
tetrabutylammonium iodide and boron trifluoride diethylether to prepare 

4- (5-isopropyl-2-methyl-l, 3-thiazol-4-yl)phenol (V), (e) reacting V with 
4- (5-chloropentoxy)benzonitrile or with 4- (5-iodopentoxy) benzonitrile to 
prepare 4- {5- [4- (5-isopropyl-2-methyl-l, 3-thiazol-4- 

yl) phenoxy] pentoxy }benzonitrile (VI), and (f) reacting VI with 
hydroxylamine hydrochloride and a base, to prepare the title compound I. 
35446-28'7P, 2-Bromo-l- (4 -Met hoxy Phenyl) -3 -MethylButan-l-One 
82938'20'3P, 1- (4 -Met hoxy Phenyl) -3-MethylButan-l-One 
147983-18-4P, 4- ( 5 -ChloroPentoxy) -Benzonitrile 
147983-19-5P, 4- ( 5 - lodoPentoxy) -Benzonitrile 873440-71-2P 
RL: IMF (Industrial manufacture); RCT (Reactant) ; SPN (Synthetic 
preparation) ; PREP (Preparation) ; RACT (Reactant or reagent) 

(improved process for preparing N-hydroxy-4- {5- [4- (5- isopropyl-2-methyl- 

1 , 3 - thiazol-4 -yl) phenoxy] pentoxy} benzamidine) 
35446-28-7 CAPLUS 

1-Butanone, 2-bromo-l- (4-methoxyphenyl) -3-methyl- (9CI) (CA INDEX NAME) 



0 Br 
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RN 82938-20-3 CAPLUS 

CN 1-Butanone, 1- (4-methoxyphenyl) -3-methyl- {9CI) (CA INDEX NAME) 



0 

II 




RN 147983-18-4 CAPLUS 

CN Benzonitrile, 4- [ (5-chloropentyl) oxy] - (9CI) (CA INDEX NAME) 



CI- (CH2)5- 




RN 147983-19-5 CAPLUS 

CN Benzonitrile, 4- [ (5-iodopentyl) oxy] - (9CI) {CA INDEX NAME) 



I- (CH2)5- 




RN 873440-71-2 CAPLUS 

CN Benzonitrile, 4- [ [5- [4- t2-methyl -5- (1-methylethyl) -4- 
thiazolyl]phenoxy]pentyl]oxy] - (9CI) (CA INDEX NAME) 




Pr-i 



IT 767-00-0 , 4-Hydroxybenzonitrile 

RL: RCT (Reactant) ; RACT (React ant or reagent) 

(improved process for preparing N-hydroxy-4- {5- [4- (5-isopropyl-2-methyl- 
l , 3-thiazol-4 -yl) phenoxy] pentoxy }benzamidine) 
RN 767-00-0 CAPLUS 

CN Benzonitrile, 4-hydroxy- (9CI) (CA INDEX NAME) 




IT 7789-31-3, Bromic acid 
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RL: RGT (Reagent); RACT (Reactant or reagent) 

(improved process for preparing N-hydroxy-4- {5- [4- (5-isopropyl-2-methyl- 
l, 3-thiazol-4-yl)phenoxy] pentoxy}ben2amidine) 
RN . 7789-31-3 CAPLUS 

CN Bromic acid (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



O 

II 

0= Br- OH 

REFERENCE COUNT: 2 THERE ARE 2 CITED REFERENCES AVAILABLE FOR THIS 
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vitro genotoxicity tests to discriminate rodent 
carcinogens and non-carcinogens. I. Sensitivity, 
specificity and relative predictivity . [Erratum to 
document cited in CA143 : 243161] 

AUTHOR(S) : Kirkland, David; Aardema, Marilyn; Henderson, Leigh; 

Mueller, Lutz 

CORPORATE SOURCE: Covance Laboratories Limited, Harrogate, HG3 IPY, UK 

SOURCE: Mutation Research (2005), 588(1), 70 
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AB On the title page, the URL of the website address in the open star 

footnote should read: www.lhasalimited.org/cgx. This is where the 

appendixes have been posted. 
IT 50-55-5, Reserpine 50-76-0, Actinomycin D 

51-03-6, Piperonyl butoxide 52-86-8, Haloperidol 

54-31-9, Furosemide 57-66-9, Probenecid 59-05-2 

, Methotrexate 61-76-7, Phenylephrine hydrochloride 

62-23-7, p-Nitrobenzoic acid 85-68-7, Butylbenzyl 

phthalate 87-29-6, Cinnamyl anthranilate 88-96-0, 

Phthalamide 90-94-8, Michler's ketone 98-85-1, 

a-Methylbenzyl alcohol 100-51-6, Benzyl alcohol, 

biological studies 100-52-7, Benzaldehyde, biological studies 

115-32-2, Dicofol 117-81-7, Di- (2 -ethylhexyl) phthalate 

118-92-3 , o-Anthranilic acid 119-53-9 , Benzoin 

120-61-6, Dimethylterephthalate 121-79-9, Propyl gallate 

131-17-9, Diallyl phthalate 133-90-4, Chloramben 

134-72-5, Ephedrine sulfate 140-11-4, Benzyl acetate 

140-49-8 147-24-0 , Diphenhydramine hydrochloride 

303-47-9, Ochratoxin A 313-67-7, Aristolochic acid 

366-70-1 , Procarbazine hydrochloride 510-15-6 , 

Chlorobenzilate 532-27-4, 2 -Chloroacetophenone 532-32-1 

, Benzoate sodium 562-10-7 , Doxylamine succinate 

613-94-5, Benzoyl hydrazine 619-17-0, 4-Nitroanthranilic 

acid 671-16-9, Procarbazine 938-73-8, 

o-Ethoxybenzamide 959-24-0 , Sotalol hydrochloride 

968-81-0 , Acetohexamide 989-38-8 , Rhodamine 6G 

1897-45-6, Chlorothalonil 5208-87-7, 1 ' -Hydroxy saf role 

6471-49-4 , C.I. Pigment red 23 7758-01-2 , Potassium 

bromate 8003-03-0 , Aspirin-caff eine-phenacetin mixture 
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10473-70-5, 1- (4-Chlorophenyl) - 1 -phenyl- 2 -propynyl carbamate 
16071-86-6, C.I. Direct brown 95 17608-59-2, 
N-Nitrosoephedrine 18559-94-9 , Salbutamol 21739-91-3 , 
Cytembena 22248-79-9 , Tetrachlorvinphos 23031-25-6 , 
Terbutaline 23950-58-5 , 3 , 5 -Dichloro- (N-l, l-dimethyl-2- 
propynyl) benzamide 24358-29-0, 2-Chloro-5- (3 , 5- 
dimethylpiperidinosulfonyDbenzoic acid 24589-77-3 , 
p-Hydrazinobenzoic acid hydrochloride 34627-78-6 , 
1 • -Acetoxysaf role 50594-66-6 , Acifluorfen 51410-44-7 , 
1 • -Hydroxyestragole 51630-58-1, Fenvalerate 52918-63-5 
, Deltamethrin 56894-91-8 61034-40-0, 

l-Nitroso-3 , 5 -dimethyl -4 -benzoylpiperazine 63412-06-6, 
N-Methyl-N-nitrosobenzamide 65734-38-5, N'-Acetyl-4- 
(hydroxymethyl) -phenylhydrazine 69644-85-5 86386-73-4, 
Fluconazole 88107-10-2 , LY 171883 

RL: ADV (Adverse effect, including toxicity); BIOL (Biological study) 
(evaluation of sensitivity, specificity and relative predictivity of 
battery of three in vitro genotoxicity tests to discriminate rodent 
carcinogens and non-carcinogens (Erratum) ) 
RN 50-55-5 CAPLUS 

CN Yohimban-16-carboxylic acid, 11 , 17-dimethoxy-18- [ (3 , 4 , 5- 

trimethoxybenzoyl) oxy] - , methyl ester, (3p, 16p, 17a, 18 .beta 
.,20a)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 50-76-0 CAPLUS 

CN Actinomycin D (SCI, 9CI) (CA INDEX NAME) 
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Me 
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Pr-i 








Me 



N. 




N' 

H 0 

Pr-i NH Me 

Pr-i 

O 

C=0 




i-Pr 



NH Me 



C=0 




NH2 



PAGE 2 -A 



RN 51-03-6 CAPLUS 

CN 1, 3-Benzodioxole, 5- [ [2- (2 -butoxyethoxy) ethoxy] methyl] -6-propyl- (9CI) 
(CA INDEX NAME) 



n-Pr 



n-BuO- CH2- CH2- O- CH2- CH2- O- .CH2 




RN 52-86-8 CAPLUS 

CN 1-Butanone, 4- [4- (4 -chlorophenyl) -4 -hydroxy- 1 -piper idinyl] -1- (4- 
fluorophenyl) - (9CI) (CA INDEX NAME) 
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F 




RN 54-31-9 CAPLUS 

CN Benzoic acid, 5- (aminosulf onyl) -4 -chloro-2 - [ (2 -f uranylmethyl) amino] - (9CI) 
(CA INDEX NAME) 




RN 57-66-9 CAPLUS 

CN Benzoic acid, 4 -[ (dipropyl amino) sulf onyl] - (9CI) (CA INDEX NAME) 




RN 59-05-2 CAPLUS 

CN L-Glutamic acid, N- [4 - [ [ (2 , 4-diamino-6-pteridinyl)metliyl] metliylamino] benzo 
yl]- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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CO2H 



RN 61-76-7 CAPLUS 

CN Benzenemethanol, 3-hydroxy-a- [ (methylamino) methyl] - , hydrochloride, 
(aR)- {9CI) (CA INDEX NAME) 



Absolute stereochemistry. 



OH 




NHMe 



OH 



HCl 



RN 62-23-7 CAPLUS 

CN Benzoic acid, 4-nitro- (9CI) (CA INDEX NAME) 




RN 85-68-7 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, butyl phenylmethyl ester (9CI) (CA INDEX 
NAME) 




0 

II 

C~OBu-n 
C-0-CH2-Ph 

II 

0 
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RN 87-29-6 CAPLUS 

CN 2-Propen-l-ol, 3-plienyl-, 2-aTninobenzoate (9CI) (CA INDEX NAME) 




C— a- CH2-" CH= CH- Ph 



NH2 



RN 88-96-0 CAPLUS 

CN 1, 2-Benzenedicarboxamide (9CI) (CA INDEX NAME) 




-NH2 



C— NH2 

II 

O 



RN 90-94-8 CAPLUS 

CN Methanone, bis [4 - (dime thylamino) phenyl] - (9CI) (CA INDEX NAME) 



Me2N 





NMe2 



RN 98-85-1 CAPLUS 

CN Benzenemethanol, a-methyl- (9CI) (CA INDEX NAME) 



Ph 
I 

HO— CH- Me 

RN 100-51-6 CAPLUS 

CN Benzenemethanol (9CI) (CA INDEX NAME) 



HO— CH2— Ph 



RN 100-52-7 CAPLUS 

CN Benzaldehyde (7CI, SCI, 9CI) (CA INDEX NAME) 
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RN 115-32-2 CAPLUS 

CN Benzenemethanol, 4-chloro-a' (4 -chlorophenyl) -a- 
(trichloromethyl) - {9CI) (CA INDEX NAME) 



CCI3 




RN 117-81-7 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, bis (2-ethylhexyl) ester (9CI) (CA INDEX 
NAME) 



0 . Et 

II I 




C— 0— CH2- CH- Bu-n 
C-0- CH2- CH- Bu-n 



II I 

0 Et 
RN 118-92-3 CAPLUS 

CN Benzoic acid, 2-amino- (9CI) (CA INDEX NAME) 




RN 119-53-9 CAPLUS 

CN Ethanone, 2 -hydroxy-1, 2-diphenyl- (9CI) (CA INDEX NAME) 



O Ph 

II I 

C- CH' 



RN 120-61-6 CAPLUS 

CN 1,4-Benzenedicarboxylic acid, dimethyl ester (9CI) (CA INDEX NAME) 
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O 

II 




II 

0 



RN 121-79-9 CAPLUS 

CN Benzoic acid, 3 , 4 , 5-trihydroxy- , propyl ester (9CI) (CA INDEX NAME) 



O 

II 




OH 



RN 131-17-9 CAPLUS 

CN 1, 2-'Benzenedicarboxylic acid, di-2 -propenyl ester (9CI) (CA INDEX NAME) 



O 

II 




C- O- CH2— CH= CH2 
C- O— CH2- CH= CH2 



0 



RN 133-90-4 CAPLUS 

CN Benzoic acid, 3 -amino-2 , 5-dichloro- (6CI, SCI, 9CI) (CA INDEX NAME) 




RN 134-72-5 CAPLUS 

CN Benzenemethanol, a- [(IS) -1- (methylamino) ethyl] -, (aR) 
sulfate (2:1) (salt) (9CI) (CA INDEX NAME) 

CM 1 

CRN 7664-93-9 
CMF H2 04 S 
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0 



II 



HO- S— OH 



O 



CM 



2 



CRN 
CMF 



299-42-3 
CIO H15 N O 



Absolute stereochemistry. 



NHMe 




OH 



Me 



Ph 



RN 140-11-4 CAPLUS 

CN Acetic acid, phenylmethyl ester (9CI) (CA INDEX NAME) 



AcO- CH2- Ph 



RN 140-49-8 CAPLUS 

CN Acetamide, N- [4- (chloroacetyl) phenyl] - (9CI) (CA INDEX NAME) 



RN 147-24-0 CAPLUS 

CN Ethanamine, 2- (diphenylmethoxy) -N, N-dimethyl - , hydrochloride (9CI) (CA 
INDEX NAME) 



Ph2CH- 0- CH2- CH2- NMe2 



RN 303-47-9 CAPLUS 

CN L-Phenylalanine, N- [ [(3R) -5-chloro-3 , 4 -dihydro-8-hydroxy-3 -methyl -1 -oxo-lH- 
2-benzopyran-7-yl]carbonyl] - (9CI) (CA INDEX NAME) 




C- CH2CI 



O 



• HCl 
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Absolute stereochemistry. 
CI 

Me 




OH 0 CO2H 



RN 313-67-7 CAPLUS 

CN Phenanthro [3 , 4-d] -1, 3-dioxole-5-carboxylic acid, 8-methoxy-6-nitro- (6CI, 
7CI, SCI, 9CI) (CA INDEX NAME) 




OMe 



RN 366-70-1 CAPLUS 

CN Benzamide, N- (1-methylethyl) -4- [ ( 2 -me thylhydra zinc) methyl] - , 
monohydrochloride (9CI) (CA INDEX NAME) 



i-PrNH- 




CH2— NH-NHMe 



HCl 



RN 510-15-6 CAPLUS 

CN Benzeneacetic acid, 4 -chloro-a- (4 -chlorophenyl) -a-hydroxy- , 
ethyl ester (9CI) {CA INDEX NAME) 
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C-~OEt 




RN 532-27-4 CAPLUS 

CN Ethanone, 2-chloro-l-phenyl- (9CI) (CA INDEX NAME) 



0 
II 

Ph— C-CH2CI 



RN 532-32-1 CAPLUS 

CN Benzoic acid, sodium salt (8CI, 9CI) (CA INDEX NAME) 




• Na 

RN 562-10-7 CAPLUS 

CN Butanedioic acid, compd. with N,N-dimethyl-2- [1-phenyl-l- (2- 
pyridinyl) ethoxy] ethanamine (1:1) (9CI) (CA INDEX NAME) 

CM 1 

CRN 469-21-6 
CMF C17 H22 N2 O 




0-CH2-CH2-NMe2 
CM 2 

CRN 110-15-6 
CMF C4 H6 04 
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HO2C- CH2^ CH2— CO2H 
RN 613-94-5 CAPLUS 

CN Benzoic acid, hydrazide (6CI, SCI, 9CI) (CA INDEX NAME) 



0 

II 

Ph- C- NH- NH2 

RN 619-17-0 CAPLUS 

CN Benzoic acid, 2 -amino-4 -nitro- (9CI) (CA INDEX NAME) 



O2N 




RN 671-16-9 CAPLUS 

CN Benzamide, N- ( 1-methylethyl) -4- [ (2 -methylhydrazino) methyl] - (9CI) (CA 
INDEX NAME) 



O 

II 

i-PrNH— C 




CH2— NH-NHMe 



RN 938-73-8 CAPLUS 

CN Benzamide, 2-ethoxy- (9CI) (CA INDEX NAME) 



O 

II 

e-NH2 
OEt 

RN 959-24-0 CAPLUS 

CN Methanesulfonamide, N- [4- [l-hydroxy-2- [ (1-methylethyl) amino] ethyl] phenyl] 
, monohydrochloride (9CI) (CA INDEX NAME) 
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Me— S- NH 

II 

O 



OH 

I 

CH-CH2-^NHPr-i 



HCl 



RN 968-81-0 CAPLUS 

CN Benzenesulfonamide, 4-acetyl-N- [ (cyclohexylamino) carbonyl] - (9CI) (CA 
INDEX NAME) 



Ac 



II II 
7i S-NH— C-NH" 




RN 989-38-8 CAPLUS 

CN Xanthylium, 9- [2- (ethoxycarbonyl) phenyl] -3,6-bis (ethylamino) -2 , 7 -dimethyl - 
, chloride (9CI) (CA INDEX NAME) 




EtNH 



NHEt 



• ci- 

RN 1897-45-6 CAPLUS 

CN l,3-Ben2enedicarbonitrile, 2 , 4 , 5, 6-tetrachloro- (9CI) (CA INDEX NAME) 
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CI 




CN 



RN 5208-87-7 CAPLUS 

CN 1, 3 -Benzodioxole- 5 -methanol, a-ethenyl- (9CI) (CA INDEX NAME) 



OH 




RN 6471-49-4 CAPLUS 

CN 2-Naphthalenecarboxamide, 3-hydroxy-4- [ (2-methoxy-5-nitrophenyl) azo] -N- (3- 
nitrophenyl) - (9CI) (CA INDEX NAME) 




RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt (SCI, 9CI) (CA INDEX NAME) . 



O 

II 

)f= Br- OH 



• K 

RN 8003-03-0 CAPLUS 

CN Benzoic acid, 2- (acetyloxy) - , mixt . with 3 , 7-dihydro-l , 3 , 7 -trimethyl-lH- 
purine-2 , 6-dione and N- (4-ethoxyphenyl) acetamide (9CI) (CA INDEX NAME) 
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CM 1 

CRN 62-44-2 

CMF . CIO H13 N 02 




NHAc 



CM 2 

CRN 58-08-2 

CMF C8 HIO N4 02 




Me 



CM 3 

CRN 50-78-2 
CMF C9 H8 04 




RN 10473-70-8 CAPLUS 

CN Benzenemethanol , 4-chloro-a-ethynyl-a-phenyl- , carbamate (9CI) 
(CA INDEX NAME) 




Searched by John DiNatale x2-2557 



Page 67 



Freistein 10/531:71 • I e . 



12/04/2006 



RN 16071-86-6 CAPLUS 

CN Cuprate{2-) , [5- [ [4 ' - [ [2- (hydroxy-KO) -6-hydroxy-3 - [ [2- (hydroxy- 
kO) -5-sulfophenyl] azo-KNl] phenyl] azo] [1,1* -biphenyi] -4-yl]a2o] - 
2-hydroxybenzoato(4-)] disodium (9CI) (CA INDEX NAME) 



PAGE 1-A 



OH 




PAGE 2 -A 



#2 Na + 



RN 17608-59-2 CAPLUS 

CN Benzenemethanol, a~ [1- (methylnitrosoamino) ethyl] - (9CI) (CA INDEX 
NAME) 
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NO 

I 

Me— N Ph 

I I 

Me- CH- CH- OH . 



RN 18559-94-9 CAPLUS 
CN 1, 3-Benzenedimethanol, al- [ [ (1, 1- dimethyl ethyl) amino] methyl] -4- 
hydroxy- (9CI) (CA INDEX NAME) 



OH 




[- CH2-NHBu-t 



HO- CH2 



RN 21739-91-3 CAPLUS 

CN 2-Butenoic acid, 3-bromo-4- (4-methoxyphenyl) -4-oxo- , sodium salt, (.2E) - 
(9CI) (CA INDEX NAME) 

Double bond geometry as shown. 




• Na 



RN 22248-79-9 CAPLUS 

CN Phosphoric acid, (IZ) -2-chloro-l- (2 , 4 , S-trichlorophenyl) ethenyl dimethyl 
ester (9CI) (CA INDEX NAME) 

Double bond geometry as shovm. 



MeO 
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23031-25-6 CAPLbs 

1, 3-Benzenediol, 5- [2- [ (1, 1 - dime thylethyl) amino] -1-hydroxyethyl] - (9CI) 
(CA INDEX NAME) 



OH 




I 

CH- CH2-NHBu-t 



23950-58-5 CAPLUS 

Benzamide, 3 , 5-dichloro-N- (1, 1 -dimethyl- 2 -propynyl) - (SCI, 9CI) (CA INDEX 
NAME) 



0 Me 

II I 

C~ NH- C- C^ CH 

I 

Me 



CI 



24358-29-0 CAPLUS 

Benzoic acid, 2-chloro-5- [ (3 , 5 -dimethyl -1-piperidinyl) sulfonyl] - (9CI) 
(CA INDEX NAME) 




24589-77-3 CAPLUS 

Benzoic acid, 4 -hydrazine- , monohydrochloride (9CI) (CA INDEX NAME) 




• HCl 

34627-78-6 CAPLUS 
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CN ' 1, 3'Benzodioxole-5-methanol, a- ethenyl-, acetate (9CI) . (CA INDEX 



OAc 




RN 50594-66-6 CAPLUS 

CN Benzoic acid, 5- [2-chloro-4- (trif luorotnethyl) phenoxy] -2-nitro- (9CI) (CA 
INDEX NAME) 



CI 




CO2H 



RN 51410-44-7 CAPLUS 

CN Benzenemethanol, a-ethenyl -4 -me thoxy- (9CI) (CA INDEX NAME) 



OH 




RN 51630-58-1 CAPLUS 

CN Benzeneacetic acid, 4-chloro-a- (1-methylethyl) - , 

cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




RN 52 918-63-5 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2-dibromoethenyl) -2 , 2 -dimethyl- , 

(S) -cyano{3-phenoxyphenyl) methyl ester, {1R,3R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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RN 56894-91-8 CAPLUS 

CN Benzene, 1, 4 -bis [ (chloromethoxy) methyl ] - (9CI) (CA INDEX NAME) 




CH2--a-CH2Cl 



CICH2-O-CH2 



RN 61034-40-0 CAPLUS 

CN Piperazine, l-benzoyl-2 , 6-dimethyl-4-nitroso- (9CI) (CA INDEX NAME) 




RN 63412-06-6 CAPLUS 

Ct5 Benzamide, N-methyl-N-nitroso- (6CI, 7CI, 9CI) (CA INDEX NAME) 



O NO 

II I 

Ph— C— N— Me 



RN 65734-38-5 CAPLUS 

CN Acetic acid, 2- [4- (hydroxymethyl)phenyl] hydrazide {9CI) (CA INDEX NAME) 



AcNH-NH 



'CH2— OH 



RN 69644-85-5 CAPLUS 

CN L-Glutatnic acid, 5- [2 - (4 -carboxyphenyl) hydrazide] (9CI) (CA INDEX NAME) 
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Absolute stereochemistry. 




CO2H 



RN 86386-73-4 CAPLUS 

CN lH-l,2,4-Tria2ole-l-ethanol, a- (2 , 4 -dif luorophenyl) -a- (IH- 
1,2,4-triazol-l-ylmethyl) - (9CI) (CA INDEX NAME) 



OH 




RN 88107-10-2 CAPLUS 

CN Ethanone, 1- [2 -hydroxy- 3 -propyl -4 - [4- ( IH-tetrazol- 5 -yl ) butoxy] phenyl] - 
(9CI) (CA INDEX NAME) 
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A novel method for preparing of oxoruthenates 
complexes : Trans- [Ru03 (OH) 2] 2- , [Ru04] - , 
(n-Pr4N) + [Ru04] - and (Ru04] and their use as catalytic 
oxidants 

Shoair, Abdel-Ghany F. 
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EL-gadida, 34517, Egypt 

Bulletin of the Korean Chemical Society (2005) , 

26(10), 1525-1528 
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Journal 

English 

s and characterization of K3 [Ru (C204) 3] • 4H20 (C2042- = 
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oxalate anion) coi.^plex are described, and its resdox properties (in buffer 
solution of pH = 12) were studied. This complek was used for in situ 
generation of oxoruthenate complexes which were characterized by- 
electronic spectroscopy. Reaction of K3 [Ru (C204 ) 3 ] • 4H20 with 
excess S2082- in molar KOH generates trans- [Ru03 (OH) 2] 2 -/S2082 - reagent 
while with excess BrOB- in molar Na2C03 generates [Ru04] -/Br03- reagent. 
Avoiding the direct use of [Ru04] , the organic- soluble (Pr4N) + [Ru04] - (TPAP) 

was 

isolated by reaction of K3 [Ru (C204) 3] -41120 with excess Br03- in 
molar carbonate and Pr4N0H. In a mixture of H20/CC14, Ru04 can be generated 
by reaction of K3 [Ru {C204) 3] -41120 with excess I04-. The catalytic 
activities of oxoruthenates that were made from K3 [Ru (C204) 3] • 4H20 
towards the oxidation of benzyl ale, piperonyl ale, benzaldehyde and 
benzylamine at room temperature were studied. 

IT 65'85'OP f Benzoic acid, preparation 94-53-19 , 
Piperonylic acid 120-57 -OP , Piperonylaldehyde 
RL: SPN (Synthetic preparation); PREP (Preparation) 

(oxidation of ales, to acids or aldehydes catalyzed by oxoruthenates 
generated from tris (oxalato) ruthenate (3-) precursor) 

RN 65-85-0 CAPLUS 

CN Benzoic acid (7CI, SCI, 9CI) (CA INDEX NAME) 




RN 94-53-1 CAPLUS 

CN 1, 3-Benzodioxole-5-carboxylic acid (9CI) (CA INDEX NAME) 




RN 120-57-0 CAPLUS 

CN l,3-Benzodioxole-5-carboxaldehyde (9CI) (CA INDEX NAME) 




IT 100-47-OP , Benzonitrile, preparation 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(oxidation of amine to nitrile catalyzed by oxoruthenates generated from 
tris (oxalato) ruthenate (3-) precursor) 
RN 100-47-0 CAPLUS 

CN Benzonitrile (SCI, 9CI) (CA INDEX NAME) 
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IT 100-52-7, Benzaldehyde, reactions 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(oxidation to acid catalyzed by oxoruthenates generated from 
tris (oxalato) ruthenate (3-) precursor) 
RN 100-52-7 CAPLUS 

CN Benzaldehyde {7CI, SCI, 9CI) (CA INDEX NAME) 




IT 100-51-6, Benzyl alcohol, reactions 495-76-1, Piperonyl 
alcohol 

RL: RCT (Reactant); RACT (Reactant or reagent) 

(oxidation to acid or aldehyde catalyzed by oxoruthenates generated from 
tris (oxalato) ruthenate ( 3 - ) precursor) 
RN 100-51-6 CAPLUS 

CN Benzenemethanol (9CI) (CA INDEX NAME) 



HO- CH2-~ Ph 



RN 495-76-1 CAPLUS 

CN 1, 3 -Benzodioxole- 5 -methanol (9CI) (CA INDEX NAME) 




IT 7789-38-0 , Sodium bromate (NaBr03) 

RL: RGT (Reagent) ; RACT (Reactant or reagent) 

(reagent for in situ preparation of tetraoxoruthenate (1-) from 
tris (oxalato) ruthenate (3-) as oxidation catalyst for organic substrates) 
RN 7789-38-0 CAPLUS 

CN Bromic acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 



O 

II 

i= Br- OH 



• Na 
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DOCUMENT NUMBER: 144:344703 

TITLE: Human toxicological effect and damage factors of 

carcinogenic and noncarcinogenic chemicals for life 

cycle impact assessment 
AUTHOR(S): Huijbregts, Mark A. J.; Rombouts, Linda J. A./ Ragas, 

Ad M. J.; van de Meent, Dik 
CORPORATE SOURCE: Department of Environmental Science, Institute for 

Wetland and Water Research, Faculty of Science, 

Radbound University Nijmegen, Nijmegen, 6500GL, Neth. 
SOURCE: Integrated Environmental Assessment and Management 

(2005), 1(3), 181-244 

CODEN: lEAMCK; ISSN: 1551-3777 
PUBLISHER: Society of Environmental Toxicology and Chemistry 

DOCUMENT TYPE: Journal 
LANGUAGE : Engl i sh 

AB Chemical fate, effect, and damage should be accounted for in the anal, of 
human health impacts by toxic chems . in life cycle assessment (LCA) . The 
goal of this article is to present a new method to derive human damage and 
effect factors of toxic pollutants, starting from a lognormal 
dose -response function. Human damage factors are expressed as 
disability-adjusted life-years (DALYs) . Human effect factors contain a 
disease-specific and a substance-specific component. The disease-specific 
component depends on the probability of disease occurrence and the 
distribution of sensitivities in the human population. The 
substance-specific component, equal to the inverse of the ED50, represents 
the toxic potency of a substance. The new method has been applied to 
calculate combined human damage and effect facto rs for 1192 substances. The 
total range of 7-9 orders of magnitude between the substances is dominated 
by the range in toxic potencies. For the combined factors, the typical 
uncertainty, represented by the square root of the ratio of the 97.5th and 
2.5th percentiles, is a factor of 25 for carcinogenic effects and a factor 
of 125 for noncarcinogenic effects. The interspecies conversion factor, 
the (non) cancer effect conversion factor, and the average noncancer damage 
factor dominate the overall uncertainty. 

IT 50-55-5, Reserpine SO-ys-O, Actinomycin D 

51-03-6, Piperonyl butoxide 53-86-1, Indomethacin 
54-31-9, Furosemide 57-66-9, Probenecid 62-23-7 

, p-Nitrobenzoic acid 65-85-0, Benzoic acid, biological studies 

84- 66-2, Diethylphthalate 84-74-2, Dibutylphthalate 

85- 68-7, Butyl benzyl phthalate 85-70-1, Butylphthalyl 
butylglycolate 87-29-6, Cinnamyl anthranilate 90-94-8, 
Michler's ketone 98-85-1, a-Methylbenzyl alcohol 
98-86-2, Acetophenone, biological studies 100-52-7 , 
Benzaldehyde, biological studies 115-32-2 , Dicofol 
117-81-7, Di (2 -ethylhexyl) phthalate 120-61-6, Dimethyl 
terephthalate 133-90-4, Chloramben 140-11-4, Benzyl 
acetate 303-47-9, Ochratoxin A 366-70-1, Procarbazine 
hydrochloride 470-90-6, Chlorf envinphos 510-15-6, 
Chlorobenzilate 532-27-4, 2 -Chloroacetophenone 562-10-7 
599-79-1 , Salicylazosulf apyridine 613-94-5 , Benzoyl 
hydrazine 671-16-9 , Procarbazine 938-73-8 , 
o-Ethoxybenzamide 1689-84-5 , Bromoxynil 1689-99-2 , 
Bromoxynil octanoate 1861-32-1 , Dacthal 1897-45-6, 
Chlorothalonil 1918-00-9, Dicamba 5208-87-7 , 

1 ' -Hydroxysaf role 5836-10-2, Chloropropylate 7758-01-2 
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, Potassium bromate 10473-70-8, 1- (4 -Chlorophenyl ) -l-phenyl-2- 
propynyl carbamate 13067-93-1, Cyanofenpbos 15541-45-4 
, Bromate 16071-86-6, C.I. Direct brown 95 17608-59-2 , 
N-Nitrosoephedrine 18181-80-1, Bromopropylate 18559-94-9 
, Salbutamol 21739-91-3 , Cytembena 22248-79-9 , 
Tetrachlorvinphos 22494-47-9 , Clobuzarit 23031-25-6 , 
Terbutaline 23950-58-5 , 3 , 5-Dichloro (N-1, 1 -dimethyl- 2 -propynyl) - 
benzamide 24358-29-0 , 2 -Chloro-5- (3 , 5- 
dimethylpiperidinosulfonyl) benzoic acid 24589-77-3 , 
p-Hydrazinobenzoic acid hydrochloride 25311-71-1, Isofenphos 
26002-80-2 , Phenothrin 34627-78-6 , 1 ' -Acetoxysaf role 
35367-38-5 , Dif lubenzuron 35554-44-0 , Imazalil 
39515-41-8 , Fenpropathrin 50594-66-6 , Acifluorfen 
51410-44-7 , 1' -Hydroxyestragole 51630-58-1, Fenvalerate 
52315-07-8 , Cypermethrin 52645-53-1, Permethrin 
52918-63-5 , Deltamethrin 56425-91-3 , Flurprimidol 
56894-91-8 60168-88-9 , Fenarimol 61034-40-0 , 
l-Nitroso-3 , 5 -dimethyl -4 -benzoylpiperazine 63412-06-6 , 
N-Methyl-N-nitrosobenzamide 65734-38-5 , N' -Acetyl -4 - 
(hydroxymethyl) -phenylhydrazine 66332-96-5 , Flutolanil 
66841-25-6 , Tralomethrin 67375-30-8 68085-85-8 
, Cyhalothrin 68359-37-5 , Cyfluthrin 69409-94-5 , 
Fluvalinate 69644-85-5 69770-45-2 , Flumethrin 
70124-77-5 , Flucythrinate 72178-02-0 , Fomesafen 
74223-64-6 , Met sulfuron -methyl 77501-63-4 , Lactofen 
79983-71-4 , Hexaconazole 80844-07-1, Etofenprox 
82558-50-7 , Isoxaben 82657-04-3 , Bifenthrin 
83055-99-6 , Londax 83121-18-0 , Tef lubenzuron 
86386-73-4 , Fluconazole 86811-58-7 , Fluazuron 
88107-10-2 , LY171883 90982-32-4 , Chlorimuron-ethyl 
101200-48-0, Express 112410-23-8 , Tebufenozide 
134098-61-6, Fenpyroximate 143390-89-0, Kresoxim-methyl 
RL: ADV (Adverse effect, including toxicity); BIOL (Biological study) 
(human toxicol . effect and damage factors of carcinogenic and 
noncarcinogenic chems . for life cycle impact assessment) 
RN 50-55-5 CAPLUS 

CN Yohimban-16-carboxylic acid, 11, 17-dimethoxy-18- [ (3 , 4 , 5- . 
trimethoxybenzoyDoxy] methyl ester, (3p, 16P, 17a, 18 .beta 
.,20a)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 
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RN 50-76-0 CAPLUS 

CN Actinomycin D (SCI, 9CI) (CA INDEX NAME) 



PAGE 1-A 




PAGE 2 -A 




NH2 



RN 51-03-6 CAPLUS 

CN 1, 3-Benzodioxole, 5- [ [2- ( 2 -butoxyethoxy) ethoxy] methyl] -6-propyl- (9CI) 
(CA INDEX NAME) 




n-BuO— CH2- CK2~ CH2- CH2- C>- CH2 



RN 53-86-1 CAPLUS 

CN lH-Indole-3 -acetic acid, 1- (4 -chlorobenzoyl) -5-methoxy-2-methyl- (9CI) 
(CA INDEX NAME) 
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HO2C— CH2 
MeOv - ^ 




RN 54-31-9 CAPLUS 

CN Benzoic acid, 5- (aminosulfonyl) -4-chloro-2- [ (2-furanylmethyl) amino] - (9CI) 
(CA INDEX NAME) 



CO2H 



CH2-NH 




RN 57-66-9 CAPLUS 

CN Benzoic acid, 4- [ (dipropylamino) sulfonyl] - (9CI) (CA INDEX NAME) 



(n-Pr)2N-S. 

0 




C02H 



RN 62-23-7 CAPLUS 

CN Benzoic acid, 4-nitro- (9CI) (CA INDEX NAME) 




RN 65-85-0 CAPLUS 

CN Benzoic acid (7CI, SCI, 9CI) (CA INDEX NAME) 
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RN 84-66-2 CAPLUS 

CN 1,2-Benzenedicarboxylic acid, diethyl ester {9CI) (CA INDEX NAME) 




RN 84-74-2 CAPLUS 

CN 1,2-Benzenedicarboxylic acid, dibutyl ester {9CI) (CA INDEX NAME) 




O 

II 

C— OBu-n 
C— OBu-n 

II 

O 



RN 85-68-7 CAPLUS 

CN 1,2-Benzenedicarboxylic acid, butyl phenylmethyl ester (9CI) (CA INDEX 
NAME) 

O 

II 

aC— OBu-n 
C-0-CH2-Ph 

II 

O 

RN 85-70-1 CAPLUS 

CN 1,2-Benzenedicarboxylic acid, 2-butoxy-2-oxoethyl butyl ester (9CI) (CA 
INDEX NAME) 
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O O 

II II 

e- 0— CH2'-" C— OBu-n 



C— OBu-n 

II 

o 



RN 87-29-6 CAPLUS 

CN 2-Propen-l-ol, 3-phenyl-, 2-aminobenzoate (9CI) (CA INDEX NAME) 




O- CH2- CH= CH- Ph 



NH2 



RN 90-94-8 CAPLUS 

CN Methanone, bis [4- (dimethylatnino) phenyl] - (9CI) (CA INDEX NAME) 




RN 98-85-1 CAPLUS 

CN Benzenemethanol, a-methyl- (9CI) (CA INDEX NAME) 

Ph 
I 

HO- CH- Me 

RN 98-86-2 CAPLUS 

CN Ethanone, 1 -phenyl- (9CI) (CA INDEX NAME) 




RN 100-52-7 CAPLUS 

CN Benzaldehyde (7CI, SCI, 9CI) (CA INDEX NAME) 
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.CH=0 



RN 115-32-2 CAPLUS 

CN Benzenemethanol, 4-chloro~a- (4 -chlorophenyl) -a- 
(trichloromethyl) - {9CI) (CA INDEX NAME) 



CI 



CCI3 





OH 



CI 



RN 117-81-7 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, bis (2 -ethylhexyl) ester (9CI) (CA INDEX 
NAME) 




O Et 

II I 

C— O- CH2- CH- Bu-n 

C— O- CH2- CH- Bu-n 
O Et 



RN 120-61-6 CAPLUS 

CN 1, 4-Benzenedicarboxylic acid, dimethyl ester (9CI) (CA INDEX NAME) 



MeO— C 

II 

O 




o 

II 

C— OMe 



RN 133-90-4 CAPLUS 

CN Benzoic acid, 3-amino-2 , 5-dichloro- (6CI, SCI, 9CI) (CA INDEX NAME) 
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m 140-11-4 CAPLUS 

CN Acetic acid, phenylmethyl ester (9CI) (CA INDEX NAME) 



AcO- CH2- Ph 

RN 303-47-9 CAPLUS 

CN L-Phenylalanine, N- [ [ (3R) -5-chloro-3 , 4-dihydro-8-hydroxy-3-methyl-l-oxo-lH- 
2-benzopyran-7-yl]carbonyl] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



CI 




Ph 



O 



OH 



O 



CO2H 



RN 366-70-1 CAPLUS 

CN Benzamide, N- (l-methylethyl) -4- [ (2 -methylhydrazino) methyl,] 
monohydrochloride (9CI) (CA INDEX NAME) 



O 

II 




CH2— NH— NHMe 



• HCl 



RN 
CN 



470-90-6 CAPLUS 

Phosphoric acid, 2 -chloro-1- (2 , 4 -dichlorophenyl) ethenyl diethyl ester 
(9CI) (CA INDEX NAME) 




O- P- OEt 



OEt 
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RN 510-15-6 CAPLUS 

CN Benzeneacetic acid, 4-chloro-a- (4-chlorophenyl) -a-hydroxy- , . 
ethyl ester {9CI) (CA INDEX NAME) 



RN 532-27-4 CAPLUS 

CN Ethanone, 2 -chloro-1 -phenyl- (9CI) (CA INDEX NAME) 



Ph-C-CH2C1 



RN 562-10-7 CAPLUS 

CN Butanedioic acid, compd. with N,N-dimethyl-2- [1-phenyl-l- (2- 
pyridinyl)ethoxy]ethanamine (1:1) (9CI) (CA INDEX NAME) 

CM 1 

CRN 469-21-6 
CMF C17 H22 N2 O 



CM 2 

CRN 110-15-6 
CMF C4 H6 04 



HO2C- CH2- CH2— CO2H 
RN 599-79-1 CAPLUS 

CN Benzoic acid, 2-hydroxy-5- [ [4- [ (2-pyridinylamino) sulfonyl] phenyl] azo] - 
(9CI) (CA INDEX NAME) 



O 

II 

C— OEt 





O-CH2— CH2-NMe2 
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CO2H 



RN 613-94-5 CAPLUS 

CN Benzoic acid, hydrazide (6CI, SCI, 9CI) (CA INDEX NAME) 



Ph~ e- NH- NH2 

RN 671-16-9 CAPLUS 

CN Benzamide, N- (1 -methyl ethyl) -4- [ (2-methylhydrazino) methyl] - (9CI) (CA 
INDEX NAME) 



i-PrNH-C 




CH2— NH-NHMe 



RN 938-73-8 CAPLUS 

CN Benzamide, 2-ethoxy- {9CI) (CA INDEX NAME) 




II 

C— NH2 
OEt 



RN 1689-84-5 CAPLUS 

CN Benzonitrile, 3, 5-dibromo-4-hydroxy- {6CI, 7CI, BCI, 9CI) (CA INDEX NAME) 
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CN Octanoic acid, 2 , 6- dibromo-4-cyanophenyl ester {9c:i) (CA INDEX NAME) 




RN 1861-32-1 CAPLUS 

CN 1, 4-Benzenedicarboxylic acid, 2 , 3 , 5 , 6-tetrachloro- , dimethyl ester (9CI) 
(CA INDEX NAME) 




RN 1897-45-6 CAPLUS 

CN 1,3-Benzenedicarbonitrile, 2 , 4 , 5 , 6-tetrachloro- (9CI) (CA INDEX NAME) 



CI 




CN 



RN 1918-00-9 CAPLUS 

CN Benzoic acid, 3 , 6-dichloro-2-methoxy- (9CI) (CA INDEX NAME) 



OMe 




RN 5208-87-7 CAPLUS 

CN 1, 3 -Benzodioxole- 5 -methanol, a-ethenyl- (9CI) (CA INDEX NAME) 
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OH 




RN 5836-10-2 CAPLUS 

CN Benzeneacetic acid, 4 -chloro-a- (4-chlorophenyl) -a~hydroxy- , 
1-methylethyl ester (9CI) (CA INDEX NAME) 



C— OPr-i 




RN 7758-01-2 GAPLUS 

CN Bromic acid, potassium salt (SCI, 9CI) (CA INDEX NAME) 



O 

II 

Br- 



• K 

RN 10473-70-8 CAPLUS 

CN Benzenemethanol, 4-chloro-a-ethynyl-a-phenyl- , carbamate (9CI) 
(CA INDEX NAME) 



O 

II 

O- C- NH2 




RN 13067-93-1 CAPLUS 

CN Phosphonothioic acid, phenyl-, O- (4 -cyanophenyl) 0-ethyl ester (9CI) (CA 
INDEX NAME) 
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RN 15541-45-4 CAPLUS 

CN Bromate (SCI, 9CI) (CA INDEX NAME) 




RN 16071-86-6 CAPLUS 

CN Cuprate(2-) , [5- [ [4 ' - [ [2- (hydroxy-KO) -6 -hydroxy-3 - [ [2- (hydroxy 
kO) -5-sulf ophenyl] a zo-kNI] phenyl] azo] [1,1' -biphenyl] -4-yl] azo] 
2-hydroxybenzoato(4-) ] disodium (9CI) (CA INDEX NAME) 

PAGE 1-A 

OH 
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)2 Na + 



RN 17608-59-2 CAPLUS 

CN. Benzenemethanol, a- [1- (methylnitrosoamino) ethyl] - {.9CI) (CA INDEX 
NAME) 



NO 

I 

Me— N Ph 

I I 

Me- CH- CH- OH 



RN 18181-80-1 CAPLUS 

CN Benzeneacetic acid, 4 -bromo-a- (4 -bromophenyl) -a-hydroxy- , 
1-methylethyl ester (9CI) (CA INDEX NAME) 



C— OPr-i 




RN 18559-94-9 CAPLUS 

CN 1, 3-Benzenedimethanol, al- [ [ (1, 1-dimethyle thy 1) amino] methyl] -4- 
hydroxy- (9CI) (CA INDEX NAME) 



OH 




[— CH2— NHBu-t 



HO- CH2 



RN 21739-91-3 CAPLUS 
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CN 2-Butenoic acid, 3-/-romo-4 - (4-methoxyphenyl) -4-oxc- , sodium salt, {2E) - 
(9CI) (CA INDEX NAME) 

Double bond geometry as shown. 




• Na 

RN 22248-79-9 CAPLUS 

CN Phosphoric acid, (IZ) -2-chloro-l- (2 , 4 , 5-trichlorophenyl) ethenyl dimethyl 
ester (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 



MeO 




RN 22494-47-9 CAPLUS 

CN Propanoic acid, 2 - [ (4 ' -chloro [1 , 1 ' -biphenyl] -4 -yl) methoxy] -2 -methyl- {9CI) 
(CA INDEX NAME) 



Me 




HO2C-C-O-CH2 CI 
Me 

RN 23031-25-6 CAPLUS 

CN 1, 3-Ben2enediol, 5- [2- [ (1 , 1-dimethylethyl) amino] -1-hydroxyethyl] - (9CI) 
(CA INDEX NAME) 
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OH 

I 

CH- CH2-NHBu-t 



OH 



23950-58-5 CAPLUS 

Benzamide, 3 , 5-dichloro-N- (1, 1 -dimethyl- 2 -propynyl) 
NAME) 



(SCI, 9CI) (CA INDEX 




24358-29-0 CAPLUS 

Benzoic acid, 2-chloro-5- t (3 , 5 -dimethyl -1-piperidinyl) sulfonyl] - (9CI) 
(CA INDEX NAME) 



O 




Me CO2H 



24589-77-3 CAPLUS 

Benzoic acid, 4 -hydrazine- , monohydrochloride (9CI) (CA INDEX NAME) 




• HCl 



25311-71-1 CAPLUS 

Benzoic acid, 2- [ [ethoxy [ (1-methylethyl) amino] phosphinothioyl] oxy] 
1-methylethyl ester (9CI) (CA INDEX NAME) 
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C-'OPr-i 
S 

II 

O-p-NHPr-i 

I 

OEt 



26002-80-2 CAPLUS 

Cyclopropanecarboxylic acid, 2, 2 -dimethyl -3- (2 -methyl -1-propenyl) - , 
( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




34627-78-6 CAPLUS 

l,3-Benzodioxole-5-methanol, a-ethenyl-, acetate (9CI) (CA INDEX 
NAME) 



OAc 




35367-38-5 CAPLUS 

Benzamide, N- [ [ (4-chlorophenyl) amino] carbonyl] -2 , 6-dif luoro- (9CI) (CA 
INDEX NAME) 




35554-44-0 CAPLUS 

IH-Imidazole, 1- [2- (2 , 4-dichlorophenyl) -2- (2 -propenyloxy) ethyl] - (9CI) 
(CA INDEX NAME) 
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^ N 




CH2 

CH- O- CH2- CH= CH2 



RN 39515-41-8 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2 , 3 , 3-tetramethyl- , cyano(3- 
phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



Me Me 



Me 




Me 



- C- O- CH — f^^^^Yr^ 
o CN 



OPh 



RN 50594-66-6 CAPLUS 

CN Benzoic acid, 5- [2-chloro-4- (trif luoromethyDphenoxy] -2-nitro- (9CI) (CA 
INDEX NAME) 



O2N 




CF3 



CO2H 



RN 51410-44-7 CAPLUS 

CN Benzenemethanol, a-ethenyl-4-methoxy- (9CI) (CA INDEX NAME) 




RN 51630-58-1 CAPLUS 

CN Benzeneacetic acid, 4-chloro-a- (l-methylethyl) - , 

cyano( 3 -phenoxyphenyl) methyl ester {9CI) (CA INDEX NAME) 
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RN 52315-07-8 CAPLUS 

CN Cyclop ropanecarboxylic acid, 3- (2 , 2 -dichloroethenyl) -2 , 2 -dimethyl- , 
cyano( 3 -phenoxyphenyl) methyl ester {9CI) (CA INDEX NAME) 




RN 52645-53-1 CAPLUS 

CN Cyclopropanecarboxylic acid, 3 - (2 , 2 -dichloroethenyl) -2 , 2 -dimethyl - , 
(3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




RN 52918-63-5 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dibromoethenyl) -2 , 2 -dimethyl - , 

(S) -cyano (3 -phenoxyphenyl) methyl ester, (1R,3R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 56425-91-3 CAPLUS 

CN 5-Pyrimidinemethanol , a- (1-methylethyl) -a- [4- 

(trifluoromethoxy) phenyl] - (9CI) (CA INDEX NAME) 
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OH 



RN 56894-91-8 CAPLUS 

CN Benzene, 1, 4 -bis [ (chloromethoxy) methyl] - (9CI) (CA INDEX NAME) 



CH2-0— CH2CI 



CICH2-O-CH2 



RN 60168-88-9 CAPLUS 

CN 5-Pyrimidinemethanol, a- (2-chlorophenyl) -a- (4-chlorophenyl) - 
(9CI) (CA INDEX NAME) 




RN 61034-40-0 CAPLUS 

CN Piperazine, l-benzoyl-2 , 6-dimethyl-4-nitroso- (9CI) (CA INDEX NAME) 



C-Ph 




NO 



RN 63412-06-6 CAPLUS 

CN Benzamide, N-methyl-N-nitroso- (6CI, 7CI, 9CI) (CA INDEX NAME) 



O NO 

II I 

Ph- C- N- Me 
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RN 65734-38-5 CAPLUS 

CN Acetic acid, 2- [4- (hydroxymethyl) phenyl] hydrazide (9CI) (CA INDEX NAME) 



AcNH— NH 



CH2-0H 



RN 66332-96-5 CAPLUS 

CN Benzatnide, N- [3- ( 1 -me thy lethoxy) phenyl] -2- (trif luoromethyl) - {9CX) (CA 
INDEX NAME) 




CF3 



RN 66841-25-6 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2 -dimethyl -3- (1,2,2 , 2 -tetrabromoethyl) 
cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




RN 67375-30-8 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dichloroethenyl ) -2 , 2 -dimethyl- , 

(R) -cyano( 3 -phenoxyphenyl) methyl ester, (lS,3S)-rel- (9CI) (CA INDEX 
NAME) 

Relative stereochemistry. 




RN 68085-85-8 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 -chloro-3 , 3 , 3-trif luoro-l-propenyl) -2,2- 
dimethyl-, cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 
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RN 68359-37-5 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2-dichloroethenyl) -2 , 2 -dimethyl- , 
cyano(4-fluoro-3-phenoxyphenyl) methyl ester {9CI) (CA INDEX NAME) 



OPh 




O CN 



RN 69409-94-5 CAPLUS 

CN Valine, N- [2-chloro-4- (trifluoromethyl ) phenyl] cyano(3- 
phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




RN 69644-85-5 CAPLUS 

CN L-Glutamic acid, 5- [2- (4-carboxyphenyl) hydrazide) (9CI) (CA INDEX NAME) 
Absolute stereochemistry. , 



H02C' 




O 



RN 69770-45-2 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- [2-chloro-2- (4 -chlorophenyl) ethenyl] -2,2- 
dimethyl-, cyano (4 -f luoro-3 -phenoxyphenyl) methyl ester {9CI) (CA INDEX 
NAME) 
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OPh 




RN 70124-77-5 CAPLUS 

CN Benzeneacetic acid, 4- (dif luoromethoxy) -a- (1-methylethyl) - , 
cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




RN 72178-02-0 CAPLUS 

CN Benzamide, 5- [2-chloro-4- (trif luoromethyl) phenoxy] -N- (methyl sulfonyl) -2- 
nitro- (9CI) (CA INDEX NAME) 




CI 



RN 74223-64-6 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ {4-methoxy-6-methyl-l, 3 , 5-triazin-2- 

yl) amino] carbonyl] amino) sulfonyl] methyl ester (9CI) (CA INDEX NAME) 




O 



RN 77501-63-4 CAPLUS 

CN Benzoic acid, 5- [2 -chloro-4 - (trif luoromethyl) phenoxy] -2-nitro-, 
2-ethoxy-l-methyl-2-oxoethyl ester (9CI) (CA INDEX NAME) 
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CI 




C-O-CH-C-OEt 

II I 

O Me 



RN 79983-71-4 CAPLUS 

CN lH-l,2,4-Tria2ole-l-ethanol, a-butyl-a- (2 , 4-dichlorophenyl) - 
(9CI) (CA INDEX NAME) 




RN 80844-07-1 CAPLUS 

CN Benzene, 1- [ [2- (4-ethoxyphenyl) -2-methylpropoxy] methyl] -3-phenoxy- (9CI) 
(CA INDEX NAME) 




RN 82558-50-7 CAPLUS 

CN Benzamide, N- [3 - (1-ethyl-l-methylpropyl) -S-isoxazolyl] -2 , e-dimethoxy- 
OCI) (CA INDEX NAME) 



Me 
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RN 82657-04-3 C^.PLUS 

CN Cyclopropanecarboxylic acid, 3- [ (IZ) -2-chloro-3 , 3 , 3 -trif luoro -1-propenyl] - 
2, 2 -dimethyl-, (2-methyl [1,1' -biphenyl] -3-yl)methyl escer, (IR, 3R) -rel- 
(9CI) (CA INDEX NAME) 

Relative stereochemistry. 
Double bond geometry as shown. 




O Me 



RN 83055-99-6 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ [ (4 , 6-dimethoxy-2 -pyrimidinyl) amino] carbonyl] amino] sul 
fonyl] methyl] -, methyl ester (9CI) (CA INDEX NAME) 




0 



RN 83121-18-0 CAPLUS 

CN Benzamide, N- [ [ (3 , 5-dichloro-2 , 4-dif luorophenyl) amino] carbonyl] -2,6- 
difluoro- (9CI) (CA INDEX NAME) 




RN 86386-73-4 CAPLUS 

CN lH-1, 2, 4-Triazole-l-ethanol, a- (2 , 4 -dif luorophenyl) -a- (IH- 
1,2,4-triazol-l-ylmethyl) - {9CI) (CA INDEX NAME) 
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RN 86811-58-7 CAPLUS 

CN Benzamide, N- [ [ [4-chloro-3- [ [3-chloro-5- (trif luoromethyl) -2- 

pyridinyl] oxy] phenyl] amino] carbonyl] -2, 6-difluoro- {9CI) (CA INDEX NAME) 




RN 88107-10-2 CAPLUS 

CN Ethanone, 1- [2 -hydroxy- 3 -propyl -4 - [4- ( IH-tetrazoI- 5 -yl ) butoxy] phenyl] - 
(9CI) (CA INDEX NAME) 




OH 



RN 90982-32-4 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ (4 -chloro- 6 -methoxy- 2 -pyrimidinyl) amino] carbonyl] amino 
]sulfonyl]-, ethyl ester (9CI) (CA INDEX NAME) 




O 



RN 101200-48-0 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ (4 -methoxy-6-methyl-l, 3 , 5-triazin-2- 

y 1) me thylamino] carbonyl] amino] sulf onyl] methyl ester {9CI) (CA INDEX 
NAME) 
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O O Me 




O 



RN 112410-23-8 CAPLUS 

CN Benzoic acid, 3 , 5-dimethyl- , 1- (1, l-dimethylethyl) -2- (4- 
ethylbenzoyl) hydrazide {9CI) (CA INDEX NAME) 



Me 




RN 134098-61-6 CAPLUS 

CN Benzoic acid, 4- [ [ [ (E) - [ (1, 3-dimethyl-5-phenoxy-lH-pyrazol-4- 
yl) methylene] amino] oxy] methyl] - , 1, l-dimethylethyl ester {9CI) (CA INDEX 

NAME) 

Double bond geometry as shown. 



Me 




O 



RN 143390-89-0 CAPLUS 

CN Benzeneacetic acid, a- (methoxyimino) -2- [ (2-methylphenoxy) methyl] 
methyl ester, (aE) - (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 
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The performance of a battery of three of the most commonly used in vitro 
genotoxicity tests, i.e., Ames + mouse lymphoma assay (MLA) + in vitro 
micronucleus (MN) or chromosomal aberrations (CA) test, was evaluated for 
its ability to discriminate rodent carcinogens and non-carcinogens, from a 
large database of over 700 chems . compiled from the CPDB ("Gold"), NTP, 
lARC and other publications. We re-evaluated many (113 MLA and 30 CA) 
previously published genotoxicity results in order to categories the 
performance of these assays using the response categories we established. 
The sensitivity of the three-test battery was high. Of the 553 
carcinogens for which there were valid genotoxicity data, 93% of the 
rodent carcinogens evaluated in at least one assay gave pos . results in at 
least one of the three tests . Combinations of two and three test systems 
had greater sensitivity than individual tests resulting in sensitivities 
of around 90% or more, depending on test combination. Only 19 carcinogens 
(out of 206 tested in all three tests, considering CA and MN as 
alternatives) gave consistently neg. results in a full three-test battery. 
Most were either carcinogenic via a non-genotoxic mechanism (liver enzyme 
inducers, peroxisome prolif erators , hormonal carcinogens) considered not 
necessarily relevant for humans, or were extremely weak (presumed) 
genotoxic carcinogens (e.g. N-nitrosodiphenylamine) . Two carcinogens 
{5-chloro-o- toluidine , 1 , 1 , 2 , 2 -tetrachloroethane) may have a genotoxic 
element to their carcinogenicity and may have been expected to produce 
pos. results somewhere in the battery. We identified 183 chems. that were 
non-carcinogenic after testing in both male and female rats and mice. 
There were genotoxicity data on 177 of these. The specificity of the Ames 
test was reasonable (73.9%), but all mammalian cell tests had very low 
specificity (i.e. below 45%), and this declined to extremely low levels in 
combinations of two and three test systems. When all three tests were 
performed, 75-95% of non- carcinogens gave pos. (i.e. false pos.) results 
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in at least or±'^ test in the battery. The extremely low specificity 
highlights the importance of understanding the mechanism by which 
genotoxicity may be induced (whether it is relevant for the whole animal 
or human) and using weight of evidence approaches to assess the carcinogenic 
risk from a pos . genotoxicity signal. It also highlights deficiencies in 
the current prediction from and understanding of such in vitro results for 
the in vivo situation. It may even signal the need for either a 
reassessment of the conditions and criteria for pos. results 

(cytotoxicity, solubility, etc.) or the development and use of a completely new 
set of in vitro tests (e.g. mutation in transgenic cell lines, systems 
with inherent metabolic activity avoiding the use of S9, measurement of 
genetic changes in more cancer-relevant genes or hotspots of genes, etc.). 
It was very difficult to assess the performance of the in vitro MN test, 
particularly in combination with other assays, because the published 
database for this assay is relatively small at this time. The specificity 
values for the in vitro MN assay may improve if data from a larger 
proportion of the known non- carcinogens becomes available, and a larger 
published database of results with the MN assay is urgently needed if this 
test is to be appreciated for regulatory use. However, specificity levels 
of <50% will still be unacceptable. Despite these issues, by adopting a 
relative predictivity (RP) measure (ratio of real: false results), it was 
possible to establish that pos. results in all three tests indicate the 
chemical is greater than three times more likely to be a rodent carcinogen 
than a non- carcinogen. Likewise, neg. results in all three tests indicate 
the chemical is greater than two times more likely to be a rodent 
non -carcinogen than a carcinogen. This RP measure is considered a useful 
tool for industry to assess the likelihood of a chemical possessing 
carcinogenic potential from batteries of pos. or neg. results. 

50- 55-5, Reserpine 50-76-0, Actinomycin D 

51- 03-6, Piperonyl butoxide 52-86-8, Haloperidol 
54-31-9, Furosemide 57-66-9, Probenecid 59-05-2 

, Methotrexate 61-76-7 , Phenylephrine hydrochloride 
62-23-7 , p-Nitrobenzoic acid 85-68-7, Butylbenzyl 
phthalate 87-29-6, Cinnamyl anthranilate 88-96-0, 
Phthalamide 90-94-8, Michler's ketone 98-85-1, 
a-Methylbenzyl alcohol 100-51-6 , Benzyl alcohol, 
biological studies 100-52-7 , Benzaldehyde , biological studies 
115-32-2, Dicofol 117-81-7, Di- (2 -ethylhexyl) phthalate 
118-92-3 , o-Anthranilic acid 119-53-9 , Benzoin 
120-61-6 , Dimethylterephthalate 121-79-9 , Propyl gallate 
131-17-9, Diallyl phthalate 133-90-4, Chloramben 
134-72-5, Ephedrine sulfate 140-11-4, Benzyl acetate 
140-49-8 147 -24-0 , Diphenhydramine hydrochloride 
303-47-9, Ochratoxin A 313-67-7 , Aristolochic acid 
366-70-1, Procarbazine hydrochloride 510-15-6, 
Chlorobenzilate 532-27-4, 2 -Chloroacetophenone 532-32-1 
562-10-7 613-94-5, Benzoyl hydrazine 619-17-0, 
4-Nitroanthranilic acid 671-16-9, Procarbazine 938-73-8 
, o-Ethoxybenzamide 959-24-0 , Sotalol hydrochloride 
968-81-0 , Acetohexamide 989-38-8 , Rhodamine 6G 
1897-45-6, Chlorothalonil 5208-87-7 , 1 ' -Hydroxy saf role 
6471-49-4, C.I. Pigment red 23 7758-01-2, Potassium 
bromate 8003-03-0 10473-70-8, 1- (4 -Chlorophenyl) -1- 
phenyl-2-propynyl carbamate 16071-86-6 , C.I. Direct brown 95 
17608-59-2 , N-Nitrosoephedrine 18559-94-9 , Salbutamol 
21739-91-3 , Cytembena 22248-79-9 , Tetrachlorvinphos 
23031-25-6 , Terbutaline 23950-58-5 , 3 , 5-Dichloro- (N-1, 1- 
dimethyl-2-propynyl)benzamide 24358-29-0 , 2-Chloro-5- (3,5- 
dimethylpiperidinosulfonyl) benzoic acid 24589-77-3 , 
p-Hydrazinobenzoic acid hydrochloride 34627-78-6 , 



Searched by John DiNatale x2-2557 



Page 104 



- J'*r'. J "'"^ Ji. .'6 . Freistein '10/5.31X71:: »-e- ^rr-j^n i : ^ 12/04/2006 

1 ' -Acetoxysaf role 50594-66-6, Acifluorfen 51410-44-7, 
1 • -Hydroxyestragole 51630-58-1, Fenvalerate 52918-63-5 
, Deltamethrin 56894-91-8 61034-40-0, 

l-Nitroso-3 , 5-dimethyl-4-benzoylpiperazine 63412-06-6 , 
N-Methyl-N-nitrosobenzamide 65734-38-5 , N' -Acetyl -4- 
(hydroxymethyl) -phenylhydrazine 69644-85-5 86386-73-4 , 
Fluconazole 88107-10-2, LY 171883 

RL: ADV (Adverse effect, including toxicity); BIOL (Biological study) 
(evaluation of sensitivity, specificity and relative predictivity of 
battery of three in vitro genotoxicity tests to discriminate rodent 
carcinogens and non- carcinogens) 
RN 50-55-5 CAPLUS 

CN Yohimban-16-carboxylic acid, 11, 17-dimethoxy-18- [ (3 , 4 , 5- 

trimethoxybenzoyDoxy] -, methyl ester, {3p, 16p, 17a, 18 .beta 
.,20a)- (9CI) (CA INDEX NAME) 




RN 50-76-0 CAPLUS 

CN Actinomycin D (8CI, 9CI) (CA INDEX NAME) 
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Me 



RN 51-03-6 CAPLUS 

CN 1, 3-Benzodioxole, 5- [ [2- ( 2 -but oxy e t hoxy ) ethoxy] methyl] -6-propyl- (9CI) 
(CA INDEX NAME) 




n-BuO— CH2- CH2~ O- CH2- CH2- O- CH2 



RN 52-86-8 CAPLUS 

CN 1-Butanone, 4- [4- (4 -chlorophenyl) -4 -hydroxy- 1-piperidinyl] -1- (4- 
fluorophenyl) - (9CI) (CA INDEX NAME) 
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RN 54-31-9 CAPLUS 

CN Benzoic acid, 5- (aminosulfonyl) -4-chloro-2- [ (2-furanylmethyl) amino] - (9CI) 
(CA INDEX NAME) 



CO2H 



CH2-NH 




S- NH2 



RN 57-66-9 CAPLUS 

CN Benzoic acid, 4- [ (dipropylamino) sulf onyl] - (9CI) (CA INDEX NAME) 




CO2H 



RN 59-05-2 CAPLUS 

CN L-Glutamic acid, N- [4- [ [ (2 , 4 -diamino-6-pteridinyl) methyl] methylamino] benzo 
yl]- (9CI) (CA INDEX NAME) 



Absolute stereochemistry. 
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H2: 




RN 61-76-7 CAPLUS 

CN Benzenemethanol , 3-hydroxy-a- [ (methyl ami no) methyl] - , hydrochloride, 
(aR)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry . 



OH 




NHMe 



OH 



• HCl 



RN 62-23-7 CAPLUS 

CN Benzoic acid, 4-nitro- OCX) (CA INDEX NAME) 




RN 85-68-7 CAPLUS 

CN 1, 2-Ben2enedicarboxylic acid, butyl phenylmethyl ester (9CI) (CA INDEX 
NAME) 
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RN 87-29-6 CAPLUS 

CN 2-Propen-l-ol, 3-phenyl-, 2 -aminobenzoate (9CI) (CA INDEX NAME) 
0 

II 

.C— O— CH2-"CH=CH— Ph 



RN 88-96-0 CAPLUS 

CN 1,2-Benzenedicarboxamide (9CI) (CA INDEX NAME) 



RN 90-94-8 CAPLUS 

CN Methanone, bis [4 - (dimethylamino) phenyl] - (9CI) (CA INDEX NAME) 



RN 98-85-1 CAPLUS 

CN Benzenemethanol , a -methyl- (9CI) (CA INDEX NAME) 
Ph 

HO— CH- Me 

RN 100-51-6 CAPLUS 

CN Benzenemethanol (9CI) (CA INDEX NAME) 
HO- CH2-- Ph 

RN 100-52-7 CAPLUS 

CN Benzaldehyde (7CI, SCI, 9CI) (CA INDEX NAME) 





O 




Searched by John DiNatale x2-2557 



Page 109 



Frei stein 10/53i:!r?3 



12/04/2006 



RN 115-32-2 CAPLUS 

CN Benzenemethanol , 4 -chloro-a- (4 -chlorophenyl) -a- 
(trichloromethyl) - (9CI) (CA INDEX NAME) 



CI 



CCI3 





OH 



CI 



RN 117-81-7 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, bis (2 -ethylhexyl) ester (9CI) (CA INDEX 
NAME) 




O Et 

II I 

C— O— CH2— CH— Bu-n 
C— 0- CH2- CH- Bu-n 

II I 

O Et 



RN 118-92-3 CAPLUS 

CN Benzoic acid, 2-ainino- (9CI) (CA INDEX NAME) 




CO2H 



NH2 



RN 119-53-9 CAPLUS 

CN Ethanone, 2-hydroxy-l, 2-diphenyl- (9CI) (CA INDEX NAME) 



O Ph 

I! I 

Ph- C- CH— OH 



RN 120-61-6 CAPLUS 

CN 1, 4-Benzenedicarboxylic acid, dimethyl ester (9CI) (CA INDEX NAME) 
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MeO- C 

II 

O 




o 

II 

C~OMe 



RN 121-79-9 CAPLUS 

CN Benzoic acid, 3 , 4 , 5-trihydroxy- , propyl ester (9CI) (CA INDEX NAME) 




RN 131-17-9 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, di-2 -propenyl ester {9CI) (CA INDEX NAME) 




C- 0- CH2- CH= CH2 

C- O— CH2- CH= CH2 
O 



RN 133>90-4 CAPLUS 

CN Benzoic acid, 3-amino-2 , 5-dichloro- (6CI, SCI, 9CI) (CA INDEX NAME) 



CO2H 




NH2 



RN 134-72-5 CAPLUS 

CN Benzenemethanol, a- [(IS) -1- (methylamino) ethyl] (aR) 
sulfate (2:1) (salt) (9CI) (CA INDEX NAME) 

CM 1 

CRN 7664-93-9 
CMF H2 04 S 
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0 
II 

HO- S— OH 

II 

0 



CM 2 

CRN 299-42-3 

CMF CIO HIS N O 

Absolute stereochemistry. 



NHMe 




RN 140-11-4 CAPLUS 

CN Acetic acid, phenylmethyl ester (9CI) (CA INDEX NAME) 



AcO- CH2-Ph 



RN 140-49-8 CAPLUS 

CN Acetamide, N- [4- (chloroacetyl) phenyl] - (9CI) (CA INDEX NAME) 




RN 147-24-0 CAPLUS 

CN Ethanamine, 2- (diphenylmethoxy) -N,N-dimethyl- , hydrochloride {9CI) (CA 
INDEX NAME) 



Ph2CH- O- CH2- CH2— NMe2 



• HCl 



RN 303-47-9 CAPLUS 

CN L-Phenylalanine, N- [ [ (3R) -5-chloro-3 , 4-dihydro-8-hydroxy-3-methyl-l-oxo-lH- 
2-benzopyran-7-yl] carbonyl] - (9CI) (CA INDEX NAME) 
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RN 313-67-7 CAPLUS 

CN Phenanthro[3,4-d] -l,3-dioxole-5-carboxylic acid, 8-methoxy-6-nitro- (6CI, 
7CI, SCI, 9CI) {CA INDEX NAME) 




OMe 



RN 366-70-1 CAPLUS 

CN Benzamide, N- (1-methylethyl) -4- [ (2-methylhydrazino) methyl] -, 
monohydrochloride {9CI) (CA INDEX NAME) 




• HCl 



RN 510-15-6 CAPLUS 

CN Benzeneacetic acid, 4-chloro-a- (4-chlorophenyl) -a-hydroxy- , 
ethyl ester (9CI) (CA INDEX NAME) 
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C—OEt 




RN 532-27-4 CAPLUS 

CN Ethanone, 2 -chloro-1 -phenyl- (9CI) (CA INDEX NAME) 



O 

II 

Ph— C— CH2CI 

RN 532-32-1 CAPLUS 

CN Benzoic acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 



O 




• Na 

RN 562-10-7 CAPLUS 

CN Butanedioic acid, compd. with N, N-dimethyl-2 - [1-phenyl-l- (2- 
pyridinyl)ethoxy]ethanamine (1:1) (9CI) (CA INDEX NAME) 

CM 1 

CRN 469-21-6 
CMF C17 H22 N2 O 




O- CH2— CH2- NMe2 
CM 2 

CRN 110-15-6 
CMF C4 H6 04 
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HO2C- CH2- CH2-- CO2H 
RN 613-94-5 CAPLUS 

CN Benzoic acid, hydrazide (6CI, SCI, 9CI) (CA INDEX NAME) 



Ph- C- NH- NH2 



RN 619-17-0 CAPLUS 

CN Benzoic acid, 2-amino-4-nitro- (9CI) (CA INDEX NAME) 




NH2 



RN 671-16-9 CAPLUS 

CN Benzatnide, N- (1-methylethyl) -4 - [ (2 -methylhydrazino) methyl] - (9CI) (CA 
INDEX NAME) 



i-PrNH— C 




CH2— NH— NHMe 



RN 938-73-8 CAPLUS 

CN Benzamide, 2-ethoxy- (9CI) (CA INDEX NAME) 




RN 959-24-0 CAPLUS 

CN Methanesulfonamide, N- [4- [l-hydroxy-2- [ (1-methylethyl) amino] ethyl] phenyl] - 
, monohydrochloride (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 



Page 115 



Freistein 10/531171 



12/04/2006 



0 

II 

Me— S- NH 

II 

O 




OH 

I 

CH- CH2— NHPr-i 



HCl 



RN 968-81-0 CAPLUS 

CN Benzenesulfonamide, 4-acetyl-N- [ (cyclohexylamino) carbonyl] - (9CI) (CA 
INDEX NAME) 



Ac 




O O 

II II 

S-'NH— C-NH r T 



RN 989-38-8 CAPLUS 

CN Xanthylium, 9- [2- (ethoxycarbonyl) phenyl] -3 , 6-bis (ethylamino) -2 , 7 -dimethyl - 
, chloride (9CI) (CA INDEX NAME) 




EtNH 



NHEt 



• ci- 

RN 1897-45-6 CAPLUS 

CN 1, 3-Benzenedicarbonitrile, 2 , 4 , 5 , 6-tetrachloro- (9CI) (CA INDEX NAME) 
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CI 




CN 



RN 5208-87-7 CAPLUS 

CN 1, 3 -Benzodioxole-S -methanol, a-ethenyl- (9CI) (CA INDEX NAME) 



OH 



H2C= CH- CH 




RN 6471-49-4 CAPLUS 

CN 2-Naphthalenecarboxamide, 3-hydroxy-4- [ (2-methoxy-5-nitrophenyl) azo] -N- (3- 
nitrophenyl) - (9CI) (CA INDEX NAME) 




RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt (SCI, 9CI) (CA INDEX NAME) 



O 

II 

0= Br- OH 



• K 

RN 8003-03-0 CAPLUS 

CN Benzoic acid, 2 - (acetyloxy) - , mixt . with 3 , 7-dihydro-l , 3 , 7- trimethyl-lH- 
purine-2, 6-dione and N- (4 -ethoxyphenyl) acetamide (9CI) (CA INDEX NAME) 
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CM 1 

CRN 62-44-2 

CMF CIO H13 N 02 




NHAc 



CM 2 

CRN 58-08-2 

CMF C8 HIO N4 02 




CM 3 

CRN 50-78-2 
CMF C9 H8 04 




RN 10473-70-8 CAPLUS 

CN Benzenemethanol , 4 -chloro-a-ethynyl-a-phenyl- , carbamate (9CI) 
(CA INDEX NAME) 
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RN 16071-86-6 CAPLUS 

CN Cuprate (2-) , [5- [ [4 ' - [ [2- (hydroxy-KO) -6-hydroxy-3- [ [2- (hydroxy- 
kO) -5-sulfophenyl]azo-KNl] phenyl] azo] [1, 1 ' -biphenyl] -4-yl]azo] - 
2-hydroxybenzoato(4-) ] disodium (9CI) (CA INDEX NAME) 



PAGE 1-A 



OH 




PAGE 2 -A 



• 2 Na + 



RN 17608-59-2 CAPLUS 

CN Benzenemethanol , a- [1- (methylnitrosoamino) ethyl] - (9CI) (CA INDEX 
NAME) 
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NO 

I 

Me— N Ph 

I I 

Me— CH- CH- OH 

RN 18559-94-9 CAPLUS 

CN 1, 3-Benzenedimethanol, al- [[ {1, 1-dimethylethyl) amino] methyl] -4- 
liydroxy- (9CI) (CA INDEX NAME) 



OH 




[- CH2-NHBu-t 



HO- CH2 



RN 21739-91-3 CAPLUS 

CN 2-Butenoic acid, 3-bromo-4- (4-metlioxyphenyl) -4-oxo- , sodium salt, (2E) - 
(9CI) (CA INDEX NAME) 

Double bond geometry as shown. 




Br 



MeO' 



• Na 



RN 22248-79-9 CAPLUS 

CN Phosphoric acid, (IZ) -2-chloro-l- (2 , 4 , 5-trichlorophenyl) ethenyl dimethyl 
ester (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 



MeO 
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RN 23031-25-6 CAPLUS 

CN 1, 3-Ben2enediol, 5- [2- [ (1, 1 -dime thy le thy 1) amino] -1-hydroxyethyl] - (9CI) 
(CA INDEX NAME) 



OH 




CH- CH2-NHBu-t 



OH 



RN 23950-58-5 CAPLUS 

CN Benzamide, 3 , 5-dichloro-N- (1 , l-dimethyl-2-propynyl) - (SCI, 9CI) (CA INDEX 
NAME) 



O Me 




RN 24358-29-0 CAPLUS 

CN Benzoic acid, 2-chloro-5- [ (3 , 5-dimethyl-l-piperidinyl) sulf onyl] - (9CI) 
(CA INDEX NAME) 



O 




Me CO2H 



RN 24589-77-3 CAPLUS 

CN Benzoic acid, 4 -hydrazino- , monohydrochloride (9CI) (CA INDEX NAME) 




• HCl 



RN 34627-78-6 CAPLUS 
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CN 1, 3 -Benzodioxole- 5 -methanol, a-ethenyl-, acetate (9CI) (CA INDEX 
NAME) 



OAc 

I 

H2C=CH- CH 




RN 50594-66-6 CAPLUS 

CN Benzoic acid, 5- [2 -chloro-4 - {trif luoromethyl) phenoxy] -2-nitro- 
INDEX NAME) 



{9CI) (CA 



CI 




CO2H 



RN 51410-44-7 CAPLUS 

CN Benzenemethanol, a-ethenyl -4 -methoxy- (9CI) (CA INDEX NAME) 




RN 51630-58-1 CAPLUS 

CN Benzeneacetic acid, 4-chloro-a- (1-methylethyl) - , 

cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




RN 52 918-63-5 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2, 2-dibromoethenyl) -2, 2-dimethyl-, 

(S) -cyano( 3 -phenoxyphenyl) methyl ester, (1R,3R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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Br2C 




OPh 



RN 56894-91-8 CAPLUS 

CN Benzene, 1, 4 -bis [ (chloromethoxy) methyl] - (9CI) (CA INDEX NAME) 



CICH2-O-CH2 




CH2-O— CH2CI 



RN 61034-40-0 CAPLUS 

CN Piperazine, 1 -benzoyl -2 , 6 -dimethyl -4 -nitroso- (9CI) (CA INDEX NAME) 



Me^ 



N^ 



,Me 



.N 
NO 



RN 63412-06-6 CAPLUS 

CN Benzamide, N-methyl-N-nitroso- (6CI, 7CI, 9CI) 



(CA INDEX NAME) 



O NO 

II I 

Ph— C- N^ Me 

RN 65734-38-5 CAPLUS 

CN Acetic acid, 2- [4- (hydroxymethyl) phenyl] hydrazide (9CI) (CA INDEX NAME) 



AcNH- NH 




CH2- OH 



RN 69644-85-5 CAPLUS 

CN L-Glutamic acid, 5- [2- (4-carboxyphenyl) hydrazide] (9CI) (CA INDEX NAME) 
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Absolute stereochemistry. 




RN 86386-73-4 CAPLUS 

CN lH-l,2,4-Triazole-l-ethanol, a- (2 , 4 -dif luorophenyl) -a- (IH- 
1, 2, 4-triazol-l-ylmethyl) - (9CI) (CA INDEX NAME) 



OH 




RN 88107-10-2 CAPLUS 

CN Ethanone, 1- [2 -hydroxy- 3 -propyl -4- [4- { IH-tetrazol- 5 -yl ) butoxy] phenyl] - 
(9CI) (CA INDEX NAME) 



N ^ 

w 

N N 

H 



(CH2)4- 



n-Pr 
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AB There are routes to access carboxylated cellulose ester derivs. with high 
acid nos. where the carboxyl group is attached directly to the cellulose 
backbone by a C-C bond. Through f unctionalization of an intermediate 
aldehyde, the corresponding cationic or zwitterionic cellulose ester 
derivs. can also be accessed. The interpolymers have a number of end-use 
applications such as binder resins in various types of coating compns . , 
thermoplastics, and as drug delivery agents. 

IT 50-75-2, Aspirin 112809-51-5 , Letrozole 

RL: THU (Therapeutic use); BIOL (Biological study); USES (Uses) 

(cellulose ester oxidation products for coatings and drug carriers) 

RN 50-78-2 CAPLUS 

CN Benzoic acid, 2- (acetyloxy) - (9CI) (CA INDEX NAME) 




RN 112809-51-5 CAPLUS 

CN Benzonitrile, 4 , 4 • - (lH-1 , 2 , 4 -triazol-l-ylmethylene) bis- (9CI) (CA INDEX 
NAME) 




CN 
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IT 13d24'96'9, Sodium hypobromite 

RL: RCT (Reactant) ; RACT (React ant or reagent) 

(oxidant; cellulose ester oxidation products for coatings and drug 
carriers) 
RN 13824-96-9 CAPLUS 

CN Hypobromous acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 



Br- OH 



Na 
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TITLE: Semiconductor-mediated photocatalyzed degradation of 

various pesticide derivatives and other priority 
organic pollutants in aqueous suspensions 

AUTHOR (S) : Bahnemann, D.; Muneer, M.; Qamar, M.; Rahman, M. A. ; 

Singh, H. K. 

CORPORATE SOURCE: Institut fuer Technische Chemie (TCI), Universitaet 

Hannover, Hannover, D- 3 016 7, Germany 
SOURCE: Materials Science Forum (2005), 486-487 (Eco-Materials 

Processing & Design VI) , 61-64 

CODEN: MSFOEP; ISSN: 0255-5476 
PUBLISHER: Trans Tech Publications Ltd. 

DOCUMENT TYPE: Journal 
LANGUAGE : Eng 1 i s h- 

AB The photocatalyzed degradation of N,N-Dimethyl-a-Ph benzene acetamide 
(Diphenamid) , 1,2-di-Et phthalate (DEP) , 5-bromo-3 -s . butyl-6~Me uracil 
(Bromacil) , 3 -tert-butyl-5-chloro-6-methyluracil (Terbacil) , 
2 , 4 , 5-tribromoimidazole (TBI), Methoxychlor , Chlorothalonil and Disulfoton 
as well as that of 2 priority organic pollutants, benzidine and 
1, 2-diphenyhyldrazine (DPH) , was studied in aqueous suspensions of Ti02 under 
various conditions. The degradation was studied by monitoring the change in 
substrate concentration using UV spectroscopic anal, or HPLC technique and the 
decrease in total organic C (TOC) content, resp., as a function of irradiation 
time. The degradation kinetics was studied under different conditions such as 
reaction pH, substrate and photocatalyst concentration, type of photocatalysts 
and the presence of alternative additives such as H202 , KBr03 and 
(NH4)2S208 besides mol . O. The degradation rates and the photonic 
efficiencies were strongly influenced by the above parameters. A toxicity 
test was performed for irradiated samples of few selected systems 
measuring the luminescence of bacteria Vibrio fischeri after 30 min of 
incubation. 

IT 7758-01-2 

RL: NUU (Other use, unclassified) ; USES (Uses) 

(semiconductor-mediated photocatalyzed degradation of pesticide derivs. and 
priority organic pollutants in aqueous suspensions) 

RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt (SCI, 9CI) (CA INDEX NAME) 
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O 

II 

: Br- OH 
» K 



IT 



RN 
CN 



84-66-2, Diethyl phthalate 1897-45-6, Chlorothalonil 
RL: REM (Removal or disposal) ; PROC (Process) 

(semiconductor-mediated photocatalyzed degradation of pesticide derivs . 

priority organic pollutants in aqueous suspensions) 
84-66-2 CAPLUS 

1, 2-Benzenedicarboxylic acid, diethyl ester (9CI) (CA INDEX NAME) 



and 




C— OEt 
C— OEt 

II 

O 



RN 1897-45-6 CAPLUS 

CN 1, 3-Benzenedicarbonitrile, 2,4,5, 6-tetrachlorO" 



(9CI) (CA INDEX NAME) 




REFERENCE COUNT: 



17 THERE ARE 17 CITED REFERENCES AVAILABLE FOR THIS 
RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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PATENT ASSIGNEE (S) : 
SOURCE : 

DOCUMENT TYPE: 
LANGUAGE : 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2005:141200 CAPLUS 
142 :254568 

Methods and compositions for increasing the efficacy 
of biologically-active ingredients such as antitumor 
agents 

Windsor, J, Brian; Roux, Stan J.; Lloyd, Alan M.; 
Thomas, Collin E. 

Board of Regents, the University of Texas System, USA 

PCT Int. Appl., 243 pp. 

CODEN: PIXXD2 

Patent 
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IN, 
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MD, 


MG, 
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MZ, 
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OM, 


PG, 


PH, 


PL, 


PT, 


RO, 


RU, 


SC, 


SD, 


SE, 


SG, 


SK, 


SL, 


SY, 


TJ, TM, 






TN, 


TR, 


TT 


TZ, 


UA, 


UG, 


US, 


UZ, 


vc. 


VN, 


YU, 


ZA, 


ZM, 


ZW 






RW 


: GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


SD, 


SL. 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AM, 


AZ, BY, 






KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE, ES, 






FX, 


FR, 


GB, 


GR, 


HU, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


RO, 


SE, 


SI, 


SK, TR, 






BF, 


BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, TG 


CA 


2502148 






AA 




20050217 




CA 2003- 


2502148 




20031016 


AU 


2003304398 




Al 




20050225 




AU 2003- 


304398 




20031016 


EP 


1576150 






A2 




20050921 




EP 2003- 


816736 




20031016 


EP 


1576150 






A3 




20051102 




















R: 


AT, 


BE, 


CH, 


DE, 


DK, 


ES, 


FR, 


GB, 


GR, 


IT, 


LI, 


LU, 


NL, 


SE, 


MC, PT, 






IE, 


SI, 


LT, 


LV, 


FI, 


RO, 


MK, 


CY, 


AL, 


TR, 


BG, 


CZ, 


EE, 


HU, 


SK 



PRIORITY APPLN. INFO.: US 2002-418803P P 20021016 

WO 2003-US32667 W 20031016 

AB The invention provides methods and compns. for modulating the sensitivity 
of cells to cytotoxic compds. and other active agents. In accordance with 
the invention, compns. are provided comprising combinations of 
ectophosphatase inhibitors and active agents. Active agents include 
antibiotics, fungicides, herbicides, insecticides, chemotherapeutic 
agents, and plant growth regulators. By increasing the efficacy of active 
agents, the invention allows use of compns. with lowered concns. of active 
ingredients . 

IT 50-76-0, Actinomycin D 50-79-3 51-36-5 

56-75-7 59-05-2 59-30-30, analogs, biological 
studies 69-72-7, biological studies 70-38-2 
70-43-9 80-13-7 81-88-9 84-62-8 
84-66-2 84-74-2 85-68-7 87-17-2 
94-13-3 94-26-8 94-43-9 98-86-2, 
biological studies 99-26-3 99-76-3 99-96-7, 

biological studies 100-51-6 , Benzenemethanol , biological studies 
115-32-2 117-81-7 117-84-0 118-56-9 
120-47-8 121-33-5 131-11-3 131-55-5 
131-57-7 132-66-1 132-67-2 133-90-4 
470-90-6 526-18-1 643-79-8, 

1, 2-Benzenedicarboxaldehyde 671-16-9 961-11-5 

991-42-4 1076-46-6 1194-65-6 1689-83-4 

1689-84-5 1689-99-2 1757-18-2 

1861-32-1 1891-95-8 1897-45-6 

1918-00-9 1954-81-0 1966-58-1 

1982-69-0 2300-66-5 2307-49-5 

2544-94-7 2577-72-2 2593-10-4 

2636-26-2 2689-43-2 2701-86-2 

2905-69-3 2961-61-7 2961-62-8 

3134-12-1 3478-94-2 3626-13-9 

3861-41-4 3861-47-0 4342-30-7 

4342-36-3 4419-22-1 4654-26-6 

5026-62-0 5251-79-6 5251-93-4 

5281-04-9 5328-04-1 5723-62-6 

6373-07-5 , biological studies 6386-63-6 

6597-78-0 7286-84-2 7350-09-6 

7491-21-6 7600-50-2 7700-17-6 
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7789-38-0 8023-58-3, Sustane 3 8064-49-1 
8068-77-7 8073-53-8 8075-57-8 
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5D, metabolites 24353- 
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-71- 
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-46 


-9 


26002 
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26761 
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-26 
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28772 


-56 
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29012 
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3D, derivs 


. 35065-12-4 
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-96- 


5 


66841 


'24 
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101200-48-0 101463-69-8 102851-06-9 
103055-07-8 104040-79-1 106040-48-6 
108731-70-0 111353-84-5 111872-58-3 
112226-61-6 112410-23-8 113036-88-7 
116714-46-6 117428-22-5 118712-89-3 
119126-15-7 120710-23-8 120890-70-2 

RL: PAC (Pharmacological activity); THU (Therapeutic use); BIOL 
(Biological study) ; USES (Uses) 

(methods and compns. for increasing efficacy of biol. active 
ingredients such as antitumor agents) 
RN 50-76-0 CAPLUS 

CN Actinomycin D (SCI, 9CI) (CA INDEX NAME) 
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Me 



RN 50-79-3 CAPLUS 

CN Benzoic acid, 2 , 5-dichloro- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



CI 




CI 



RN 51-36-5 CAPLUS 

CN Benzoic acid, 3 , 5-dichloro- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 
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CI 



RN 56-75-7 CAPLUS 

CN Acetamide, 2 , 2 -dichloro-N- [ (IR, 2R) -2 -hydroxy-1- (hydroxymethyl) -2- (4- 
nitrophenyl) ethyl] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation {-) . 



OH 




RN 59-05-2 CAPLUS 

CN L-Glutamic acid, N- [4- [ [ (2 , 4 -diamino-6-pteridinyl) methyl] methylamino] benzo 
yl] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 59-30-3 CAPLUS 

CN L-Glutamic acid, N- [4- [ [ {2-amino-l, 4 -dihydro-4-oxo-6- 

pteridinyl) methyl] amino] benzoyl] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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O CO2H 



H2 




RN 69-72-7 CAPLUS 

CN Benzoic acid, 2-hydroxy- (9CI) (CA INDEX NAME) 




RN 70-38-2 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2-dimethyl-3 - (2-methyl-l-propenyl) 
(2,4-dimethylphenyl)methyl ester (9CI) (CA INDEX NAME) 



Me Me Me 




RN 70-43-9 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2 -dimethyl-3 - (2 -methyl -1-propenyl) 
{6-chloro-l, 3-ben2odioxol-5-yl)methyl ester (9CI) (CA INDEX NAME) 



O 




Me Me CI 



RN 80-13-7 CAPLUS 

CN Benzoic acid, 4- [ (dichloroamino) sulf onyl] - (9CI) (CA INDEX NAME) 
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RN 81-88-9 CAPLUS 

CN Xanthylium, 9- {2-carboxyphenyl) -3, 6-bis (diethylamino) chloride (9CI) 
(CA INDEX NAME) 




• ci- 

RN 84-62-8 CAPLUS 

CN 1,2-Benzenedicarboxylic acid, diphenyl ester (9CI) {CA INDEX NAME) 




O 

II 

C-OPh 
C— OPh 

II 

0 



RN 84-66-2 CAPLUS 

CN 1, 2-Ben2enedicarboxylic acid, diethyl ester (9CI) (CA INDEX NAME) 




O 



RN 84-74-2 CAPLUS 

CN 1,2-Benzenedicarboxylic acid, dibutyl ester (9CI) (CA INDEX NAME) 
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RN 85-68-7 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, butyl phenylmethyl ester (9CI) (CA INDEX 
NAME) 




O 

II 

C— OBu-n 

C— O— CH2— Ph 

II 

O 



RN 87-17-2 CAPLUS 

CN Benzamide, 2 - hydroxy -N- phenyl- (9CI) (CA INDEX NAME) 




0 

II 

C-NHPh 
OH 



RN 94-13-3 CAPLUS 

CN Benzoic acid, 4-hydroxy-, propyl ester (9CI) (CA INDEX NAME) 




RN 94-26-8 CAPLUS 

CN Benzoic acid, 4-hydroxy-, butyl ester (9CI) (CA INDEX NAME) 



o 
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HO' 




O 

II 

C— OBu-n 



RN 94-43-9 CAPLUS 

CN Mercury, (benzoato-0) phenyl- (9CI) (CA INDEX NAME) 



Ph-C-O-Hg- Ph 

RN 98-86-2 CAPLUS 

CN Ethanone, 1 -phenyl- (9CI) (CA INDEX NAME) 




O 

II 

C~CH3 



RN 99-26-3 CAPLUS 

CN l,3,2-Benzodioxabismole-5-carboxylic acid, 2 , 7-dihydroxy- (9CI) (CA INDEX 
NAME) 




RN 99-76-3 CAPLUS 

CN Benzoic acid, 4-hydroxy-, methyl ester (9CI) (CA INDEX NAME) 



HO 




0 

II 

C— OMe 



RN 99-96-7 CAPLUS 

CN Benzoic acid, 4-hydroxy- (9CI) (CA INDEX NAME) 
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HO 



RN 100-51-6 CAPLUS 

CN Benzenemethanol (9CI) 



(CA INDEX NAME) 



HO- CH2-Ph 

RN 115-32-2 CAPLUS 

CN Benzenemethanol, 4-chloro-a- (4 -chlorophenyl) -a- 
(trichloromethyl) - (9CI) (CA INDEX NAME) 



CI 




CCI3 



CI 



RN 117-81-7 CAPLUS 

CN 1,2-Benzenedicarboxylic acid, bis (2-ethylhexyl) ester (9CI) (CA INDEX 
NAME) 




O Et 

II I 

C- O— CH2— CH— Bu-n 
C— O- CH2- CH- Bu-n 

II I 

O Et 



RN 117-84-0 CAPLUS 

CN 1,2-Benzenedicarboxylic acid, dioctyl ester (9CI) (CA INDEX NAME) 




0 

II 

C-0— (CH2) 7- Me 

C-O- (CH2) 7-Me 
O 



RN 118-56-9 CAPLUS 

CN Benzoic acid, 2-hydroxy-, 3 , 3 , 5-trimethylcyclohexyl ester (9CI) (CA INDEX 
NAME) 
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RN 120-47-8 CAPLUS 

CN Benzoic acid, 4 -hydroxy-, ethyl ester (9CI) (CA INDEX NAME) 



0 




RN 121-33-5 CAPLUS 

CN Benzaldehyde, 4 -hydroxy- 3 -met hoxy- {9CI) (CA INDEX NAME) 



OMe 




RN 131-11-3 CAPLUS 

CN 1,2-Benzenedicarboxylic acid, dimethyl ester (9CI) (CA INDEX NAME) 




II 

O 



RN 131-55-5 CAPLUS 

CN Methanone, bis (2,4-dihydroxyphenyl) - (9CI) (CA INDEX NAME) 




OH OH 
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RN 131-57-7 CAPLUS 

CN Methanone, (2-hydroxy-4-methoxyphenyl)phenyl- (9CI) (CA INDEX NAME) 




RN 132-66-1 CAPLUS 

CN Benzoic acid, 2- [ (1-naphthalenylamino) carbonyl] - (9CI) (CA INDEX NAME) 




RN 132-67-2 CAPLUS 

CN Benzoic acid, 2- [ (1-naphthalenylamino) carbonyl] - , monosodium salt (9CI) 
(CA INDEX NAME) 




• Na 



RN 133-90-4 CAPLUS 

CN Benzoic acid, 3 -aniino-2 , 5-dichloro- (6CI, SCI, 9CI) (CA INDEX NAME) 
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RN 470-90-6 CAPLUS 

CN Phosphoric acid, 2-chloro-l- (2 , 4-dichlorophenyl) ethenyl diethyl ester 
(9CI) (CA INDEX NAME) 




OEt 



RN 526-18-1 CAPLUS 

CN Benzamide, 2-hydroxy-N- (4-hydroxyphenyl) - (9CI) (CA INDEX NAME) 




RN 643-79-8 CAPLUS 

CN 1,2-Benzenedicarboxaldehyde (9CI) (CA INDEX NAME) 




RN 671-16-9 CAPLUS 

CN Benzamide, N- (1-methylethyl) -4- [ (2-methylhydrazino) methyl] - (9CI) (CA 
INDEX NAME) 
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i-PrNH— C 




CH2— NH-NHMe 



RN 961-11-5 CAPLUS 

CN Phosphoric acid, 2 -chloro-1- (2 , 4 , 5-trichlorophenyl) ethenyl dimethyl ester 
(9CI) (CA INDEX NAME) 



CI 



CI 



O— P— OMe 

I 

OMe 




: CH- CI 



CI 



RN 991-42-4 CAPLUS 

CN 4, 7-Methano-lH-isoindole-l, 3 (2H) -dione, 3a, 4 , 7 , 7a-tetrahydro-5- 
(hydroxyphenyl-2-pyridinylmethyl) -8- (phenyl -2 -pyridinylmethylene) 
(CA INDEX NAME) 



(9CI) 



HO Ph 




RN 1076-46-6 CAPLUS 

CN Benzoic acid, 3-amino-2 , 5-dichloro- , monoanunonium salt (SCI, 9CI) (CA 
INDEX NAME) 
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• NH3 



RN 1194-65-6 CAPLUS 

CN Benzonitrile, 2 , 6-dichloro- {6CI, SCI, 9CI) (CA INDEX NAME) 



CI 




RN 1689-83-4 CAPLUS 

CN Benzonitrile, 4-hydroxy-3 , 5-diiodo- (SCI, 9CI) (CA INDEX NAME) 




I 



RN 1689-84-5 CAPLUS 

CN Benzonitrile, 3 , 5-dibromp-4-hydroxy- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 




Br 

RN 1689-99-2 CAPLUS 

CN Octanoic acid, 2 , 6-dibromo-4 -cyanophenyl ester {9CI) (CA INDEX NAME) 
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RN 1757-18-2 CAPLUS 

CN Phosphorothioic acid, O- [2-chloro-l- (2 , 5-dichlorophenyl) ethenyl] 
0,0-diethyl ester (9CI) (CA INDEX NAME) 



S 



0-p-OEt 




CI 



RN 1861-32-1 CAPLUS 

CN 1, 4-Benzenedicarboxylic acid, 2 , 3 , 5 , 6-tetrachloro- , dimethyl ester (9CI) 
(CA INDEX NAME) 




RN 1891-95-8 CAPLUS 

CN Benzonitrile, 3 , 5-dichloro-4-hydroxy- (6CI, 7CI, SCI, 9CI) (CA INDEX 
NAME) 




CI 



RN 1897-45-6 CAPLUS 

CN 1, 3-Benzenedicarbonitrile, 2, 4 , 5, 6-tetrachloro- {9CI) (CA INDEX NAME) 
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CI 




1918-00-9 CAPLUS 

Benzoic acid, 3 , 6-dichloro-2-methoxy- (9CI) (CA INDEX NAME) 



OMe 




1954-81-0 CAPLUS 

Benzoic acid, 3-amino-2 , 5-dichloro- , monosodium salt (SCI, 9CI) (CA INDEX 
NAME) 




• Na 



1966-58-1 CAPLUS 

Benzenemethanol , 3, 4-dichloro-, methylcarbamate (9CI) (CA INDEX NAME) 



0 

II 




CH2— O— C-NHMe 



1982-69-0 CAPLUS 

Benzoic acid, 3, 6-dichloro-2-methoxy-, sodium salt (9CI) (CA INDEX NAME) 
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CI 




• Na 

RN 2300-66-5 CAPLUS 

CN Benzoic acid, 3 , 6-dichloro-2-tnethoxy- , compd. with N-methylmethanamine 
(1:1) (9CI) (CA INDEX NAME) 

CM 1 

CRN 1918-00-9 
CMF C8 H6 C12 03 



OMe 




CM 2 

CRN 124-40-3 
CMF C2 H7 N 

H3C— NH— CH3 

RN 2307-49-5 CAPLUS 

CN Benzoic acid, 2 , 3 , 5-trichloro-6-methoxy- (9CI) (CA INDEX NAME) 




CI 



RN 2544-94-7 CAPLUS 

CN Phenol, 2- (ethoxymethyl) -4, 6-dinitro- (9CI) (CA INDEX NAME) 
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RN 2577-72-2 CAPLUS 

CN Benzamide, 3 , 5-dibromo- 2 -hydroxy -N -phenyl- (9CI) (CA INDEX NAME) 



O 
II 




RN 2593-10-4 CAPLUS 

CN Benzamide, 2-hydroxy-N-phenyl- , monosodium salt (9CI) (CA INDEX NAME) 



O 

II 




• Na 



RN 2636-26-2 CAPLUS 

CN Phosphorothioic acid, O- (4-cyanophenyl) O, 0-dimethyl ester {9CI) (CA 
INDEX NAME) 




RN 2689-43-2 CAPLUS 

CN Benzamide, N- (3 , 4-dichlorophenyl) -N- [ (dimethylamino) carbonyl] -4-methoxy- 
(9CI) (CA INDEX NAME) 
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0 




RN 2701-86-2 CAPLUS 

CN Phosphoric acid, 2-chloro-l- (2 , 5-dichlorophenyl) ethenyl diethyl ester 
{9CI) (CA INDEX NAME) 



CI 




RN 2905-69-3 CAPLUS 

CN Benzoic acid, 2 , 5-dichloro- , methyl ester {7CI, 9CI) (CA INDEX NAME) 



CI 




RN 2961-61-7 CAPLUS 

CN Benzonitrile, 4-hydroxy-3 , 5-diiodo- , lithium salt (SCI) (CA INDEX NAME) 




I 



• Li 

RN 2961-62-8 CAPLUS 
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CN Benzonitrile, 4-hydroxy-3 , 5-diiodo- , sodium salt (SCI, 9CI) (CA INDEX 
NAME) 




• Na- 

RN 3134-12-1 CAPLUS 

CN Benzamide, N- (3 , 4 -dichlorophenyl) -N- [ (dimethylamino) carbonyl] - (9CI) (CA 
INDEX NAME) 



Me2N— C O 

I II 

N— C— Ph 




RN 3478-94-2 CAPLUS 
CN Benzoic acid, 3 , 4-dichloro- 
(CA INDEX NAME) 



3- (2 -methyl -1-piperidinyl) propyl ester (9CI) 




RN 3626-13-9 CAPLUS 

CN Mercury, (benzoato-KO) methyl- (9CI) (CA INDEX NAME) 



O 

II 

Ph- C- O- Hg- Me 

RN 3861-41-4 CAPLUS 

CN Butanoic acid, 2 , 6-dibromo-4-cyanophenyl ester (9CI) (CA INDEX NAME) 
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RN 3861-47-0 CAPLUS 

CN Octanoic acid, 4-cyano-2 , 6'-diiodophenyl ester (9CI) (CA INDEX NAME) 




RN 4342-30-7 CAPLUS 

CN Phenol, 2- [ [ (tributylstannyl) oxy] carbonyl] - (9CI) (CA INDEX NAME) 



II 

C— O— Sn(Bu-n) 3 



RN 4342-36-3 CAPLUS 

CN Stannane, (benzoyloxy) tributyl- (SCI, 9CI) (CA INDEX NAME) 




O 

II 

Ph— C— O— Sn (Bu-n) 3 



RN 4419-22-1 CAPLUS 

CN Phenol , 2- [ [ (tributylstannyl) oxy] carbonyl] -4- [ [ ( tributyl stannyl) oxy] sulfon 
yl]- {9CI) (CA INDEX NAME) 




RN 4654-26-6 CAPLUS 
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CN 1,4-Benzenedicarboxylic acid, dioctyl ester OCX) (CA INDEX NAME) 



Me- (CH2)7-0-C' 
0 




C-0- (CH2) 7"~Me 



RN 5026-62-0 CAPLUS 

CN Benzoic acid, 4 -hydroxy-, methyl ester, sodium salt (9CI) (CA INDEX NAME). 



HO' 




0 

II 

C— OMe 



Na 



RN 5251-79-6 CAPLUS 

CN Acetic acid, [ (benzoyl amino ) oxy] - , monoammonium salt {9Ci) (CA INDEX 
NAME) 



Ph- C- NH- 0- CH2- CO2H 



• NH3 



RN 5251-93-4 CAPLUS 

CN Acetic acid, [ (benzoylamino) oxy] - (9CI) (CA INDEX NAME) 



O 
II 

Ph- C- NH- 0- CH2- CO2H 
RN 5281-04-9 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 3-hydroxy-4- [ (4 -methyl-2-sulf ophenyl) azo] - , 
calcium salt (1:1) (9CI) (CA INDEX NAME) 
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HO3S 



HO2C 




Ca 



RN 5328-04-1 CAPLUS 

CN [1, 1 ' -Biphenyl] -3-carboxylic acid, 2-hydroxy- 
(CA INDEX NAME) 



copper (2+) salt (2:1) (9CI) 




• 1/2 Cu(II) 



RN 5723-62-6 CAPLUS 

CN Phosphoric acid, 2 , 2-dichloro-l- (2 , 5-dichlorophenyl) ethenyl diethyl ester 
(9CI) (CA INDEX NAME) 



CI 




RN 6373-07-5 CAPLUS 

CN Xanthylium, 9- (2-carboxyphenyl) -3 , 6-bis (diethylamino) octadecanoate 
(9CI) (CA INDEX NAME) 

CM 1 
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CRN 64381-98-2 
CMF C2 8 H31 N2 03 



HO2C' 




Et2: 




NEt2 



CM 2 

CRN 646-29-7 
CMF CIS H3 5 02 

-O2C- (CH2) 16-Me 

RN 6386-63-6 CAPLUS 

CN Acetic acid, [4 -chloro-2 - (hydroxymethyl) phenoxy] - (9CI) (CA INDEX NAME) 

0-CH2-~C02H 



RN 6597-78-0 CAPLUS 

CN Benzoic acid, 3 , 6-dichloro-2-methoxy- , methyl ester (9CI) (CA INDEX NAME) 



RN 7286-84-2 CAPLUS 

CN Benzoic acid, 3-amino-2 , 5-dichloro- , methyl ester {7CI, SCI, 9CI) (CA 
INDEX NAME) 




CI 




CI 
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CI 




0 

II 

c- 



Cl 



NH2 



RN 7350-09-6 CAPLUS 

CN Methanone, ( 2 -hydroxy- 4 -octylphenyl) phenyl- (9CI) (CA INDEX NAME) 



RN 7491-21-6 CAPLUS 

CN Benzoic acid, 2-hydroxy-, compd. with 1-dodecanamine (1:1) (9CI) (CA 
INDEX NAME) 

CM 1 

CRN 124-22-1 
CMF C12 H27 N 



H2N- (CH2) 11- Me 



CM 2 

CRN 69-72-7 
CMF C7 H6 03 



RN 7600-50-2 CAPLUS 

CN Benzoic acid, 2 , 5-dichloro-3-hydroxy-6-methoxy- (9CI) (CA INDEX NAME) 




O 
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CO2H 



OMe 



RN 7700-17-6 CAPLUS 

CN 2-Butenoic acid, 3 - [ (dimethoxyphosphinyl) oxy] - , 1-phenylethyl ester, (2E) 
(9CI) (CA INDEX NAME) 

Double bond geometry as shown. 



MeO 
O OMe 



Me 



Ph 




Me 



RN 7789-38-0 CAPLUS 

CN Bromic acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 



.0 

II 

= Br- OH 



Na 



RN 8023-58-3 CAPLUS 

CN Sustane 3 (SCI) (CA INDEX NAME) 



CM 



CRN 1335-16-6 
CMF Cll H16 02 
CCI IDS 
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Dl- a- Me 

Dl- OH 
Dl— Bu-n 

CM 2 

CRN 121-79-9 
CMF CIO H12 05 




CM 3 

CRN 77-92-9 
CMF C6 H8 07 



. CO2H 
HO2C- CH2- C- CH2- CO2H 
OH 

CM 4 

CRN 57-55-6 
CMF C3 H8 02 



OH 

I 

H3C- CH-CH2— OH 
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RN 8064-49 1 CAPLUS 

CN 1, 2, S-Propanetricarboxylic acid, 2 -hydroxy-, mixt . with 

(1, i-dimethylethyl) -4-methoxyphenol and propyl 3 , 4 , 5-trihydroxybenzoate 
(9CI) (CA INDEX NAME) 

CM 1 

CRN 25013-16-5 

CMF Cll H16 02 

CCI IDS 




Dl— Bu-t 



CM 2 

CRisr 121-79-9 
CMF CIO H12 05 



O 

II 




CM 3 

CRN 77-92-9 
CMF C6 H8 07 



CO2H 

HO2C- CH2- C- CH2- CO2H 
OH 

RN 8068-77-7 CAPLUS 

CN Benzoic acid, 3 , 6-dichloro-2 -methoxy- , mixt. with (2,4- 
dichlorophenoxy) acetic acid {9CI) (CA INDEX NAME) 

CM 1 

CRN 1918-00-9 
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OMe 



CI 




CI 



CO2H 



CM 



2 



CRN 94-75-7 

CMF C8 H6 C12 03 



CI 




0- CH2- CO2H 



CI 



RN 8073-53-8 CAPLUS 

CN Benzoic acid, 3 , 6-dichloro-2 -methoxy- , mixt . with (2,4- 

dichlorophenoxy) acetic acid and 2- (2 , 4 , 5-trichlorophenoxy) propanoic acid 
(9CI) (CA INDEX NAME) 

CM 1 

CRN 1918-00-9 
CMF C8 H6 C12 03 



OMe 




CM 



2 



CRN 94-75-7 

CMF C8 H6 C12 03 




CI 
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CM 3 • 

CRN 93-72-1 

CMF C9 H7 C13 03 



Me 




RN 8075-57-8 CAPLUS 

CN Benzoic acid, 2- [ ( 1-naphthalenylamiho) carbonyl] - , mixt . with 
2- (1-methylpropyl) -4, 6-dinitrophenol (9CI) (CA INDEX NAME) 

CM 1 

CRN 132-66-1 
CMF C18 H13 N 03 




CM 2 

CRN 88-85-7 

CMF CIO H12 N2 05 



Me 




RN 10007-85-9 CAPLUS 

CN Benzoic acid, 3, 6-dichloro-2-methoxy- , potassium salt (9CI) (CA INDEX 
NAME) 
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CI 




CI 



• K 



RN 10552-74-6 CAPLUS 

CN 1, 3-Ben2enedicarboxylic acid, 5-nitro-, bis (1 -methyl ethyl) ester {9CI) 
(CA INDEX NAME) 



O 

II 




C— OPr-i 

II 

0 

RN 12771-68-5 CAPLUS 

CN 5-Pyrimidinemethanol , a-cyclopropyl-a- {4-methoxyphenyl) - (9CI) 
(CA INDEX NAME) 




RN 13067-93-1 CAPLUS 

CN Phosphonothioic acid, phenyl-, O- (4-cyanophenyl) 0-ethyl ester {9CI) (CA 
INDEX NAME) 
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RN 13 824-96-9 CAPLUS 

CN Hypobromous acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 



Br- OH 



• Na 



RN 13826-35t2 CAPLUS 

CN Benzenemethanol , 3-phenoxy- (9CI) (CA INDEX NAME) 




RN 15310-01-7 CAPLUS 

CN Benzamide, 2 -iodo-N-phenyl- (9CI) (CA INDEX NAME) 




RN 16013-44-8 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 4- [ (5-chloro-4-methyl-2-sulfophenyl) azo] -3- 
hydroxy- (9CI) (CA INDEX NAME) 



Me 




RN 22212-55-1 CAPLUS 

CN Alanine, N-benzoyl-N- (3, 4-dichlorophenyl) ethyl ester {9CI) (CA INDEX 
NAME) 
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Ph-C Me O 

I I II 

N— CH-C— OEt 



RN 22212-56-2 CAPLUS 

CN Alanine, N-benzoyl-N- (3 , 4 -dichlorophenyl) 



(9CI) (CA INDEX NAME) 




RN 22248-79-9 CAPLUS 

CN Phosphoric acid, (IZ) -2 -chloro-l~ (2 , 4 , 5-trichlorophenyl) ethenyl dimethyl 
ester (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 



MeO 




RN 22330-14-9 CAPLUS 

CN Stannane, tributyl [ [2 -[ (tributylstannyl) oxy] benzoyl] oxy] - (9CI) (CA INDEX 
NAME) 




a— Sn{Bu-n) 3 
C— O— Sn(Bu-n)3 

II 

O 



RN 23950-58-5 CAPLUS 

CN Benzamide, 3 , 5-dichloro~N- (1, 1 -dimethyl- 2-propynyl) - (SCI, 9CI) (CA INDEX 
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NAME) 



O Me 




RN 23950-58-5 CAPLUS 

CN Benzamide, 3 , 5rdichloro-N- (1, l-dimethyl-.2-propynyl) .(8.CI, ?CI) (CA INDEX 
NAME) 



0 Me 




CI 

RN 24353-61-5 CAPLUS 

CN Benzoic acid, 2 - [ (aminomethoxyphosphinothioyl) oxy] - , 1-methylethyl ester 
(9CI) (CA INDEX NAME) 




0- P- NH2 

I 

OMe 
C— OPr-i 



RN 24556-64-7 CAPLUS 

CN Benzamide, 4 , 5-dibroino-2-hydroxy-N-phenyl- (9CI) (CA INDEX NAME) 



Br, 



Br 




O 

II 

C-NHPh 
OH 



RN 24556-65-8 CAPLUS 

CN Benzamide, 3 , 4 , 5-tribromo-2 -hydroxy-N-phenyl- (9CI) (CA INDEX NAME) 
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Br, 




O 

C-NHPh 



Br 



OH 



Br 



RN 25059-78-3 CAPLUS 

CN Benzoic acid, 3 , 6-dichloro-2 -methoxy- , compd. with 2 , 2 • -iminobis [ethanol] 
(1:1) (9CI) (CA INDEX NAME) 

CM 1 

CRN 1918-00-9 
CMF C8 H6 C12 03 



OMe 



CM 2 

CRN 111-42-2 
CMF C4 Hll N 02 



HO- CH2^ CH2- NH- CH2- CH2- OH 
RN 25182-03-0 CAPLUS 

CN Benzoic acid, 3 -amino-2 , 5-dichloro- , compd. with methanamine (1:1) (9CI) 
(CA INDEX NAME) 

CM 1 

CRN 133-90-4 

CMF C7 H5 C12 N 02 




CI 




NH2 



CM 



2 



CRN 74-89-5 
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CMF C H5 N 



H3C-NH2 

RN. 25311-71-1 CAPLUS 

CN Benzoic acid, 2- [ [ethoxy [ ( 1 -methyl ethyl ). amino] phosphinothioyl] oxy] 
1-methylethyl ester (9CI) (CA INDEX NAME) 




C— OPr-i 
S 

II 

0-P-NHPr-i 

I 

OEt 



RN 25671-46-9 CAPLUS 

CN Carbonic acid, 2 , 6-dibromo-4 -cyanophenyl (tetrahydro-2-furanyl) methyl 
ester {9CI) (CA INDEX NAME) 



Br 



CN 



RN 26002-80-2 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2 -dimethyl -3 - (2 -methyl -1-propenyl) -, 
( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



Me Me 




RN 26761-40-0 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, diisodecyl ester (9CI) (CA INDEX NAME) 

0 

II 

aC-0— (CioH2l-iso) 

C-0- (CioH2i-iso) 
O 
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RN 27554-26-3 CAPLUS 

CN 1,2-Benzenedicarboxylic acid, diisooctyl ester (9CI) (CA INDEX NAME) 




C-0- (C8Hi7-iso) 
C-0~ (C8Hi7-iso) 

II 

O 



RN 28772-56-7 CAPLUS 

CN 2H-l-Benzopyran-2-one, 3- [3- (4 ' -bromo [1,1 ' -biphenyl] -4-yl) -3-hydroxy-l- 
phenylpropyl] -4 -hydroxy- (9CI) (CA INDEX NAME) 




RN 29012-39-3 CAPLUS 

CN l,2-Ben2enedicarboxylic acid, polymer with 1, 2 , 3-propanetriol (9CI) (CA 
INDEX NAME) 

CM 1 

CRN 88-99-3 
CMF C8 H6 04 



'CO2H 



CM 2 

CRN 56-81-5 
CMF C3 H8 03 



OH 



HO- CH2- CH- CH2- OH 



RN 35065-12-4 CAPLUS 

CN Benzoic acid, 3- (4-hydroxyphenoxy) - (9CI) (CA INDEX NAME) 
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CO2H 



RN 35256-86-1 CAPLUS 

CN Benzamide, 3 , 5-dimethyl-N- (1-methylethyl) -N- (phenylmethyl) - (9CI) (CA 
INDEX NAME) 



O CH2-^Ph 




RN 35285-69-9 CAPLUS 

CN Benzoic acid, 4-hydroxy-, propyl ester, sodium salt (9CI) {CA INDEX NAME) 




• Na 



RN 35367-31-8 CAPLUS 

CN Benzamide, 2 , 6 -dif luoro-N- [ [ [4 -{ tr if luoromethyl) phenyl] amino] carbonyl] - 
(9CI) (CA INDEX NAME) 




RN 35367-38-5 CAPLUS 

CN Benzamide, N- [[ (4 -chlorophenyl) amino] carbonyl] -2 , 6 -dif luoro- (9CI) (CA 
INDEX NAME) 
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35554-44-0 CAPLUS 

IH-Imidazole, 1- [2- (2 , 4-dichlorophenyl) -2- (2-propenyloxy) ethyl] - (9CI) 
(CA INDEX NAME) 



^ — N 




CH2 

CH- O- CH2- CH= CH2 



CI 



39384-60-6 CAPLUS 

1, 2, 3-Propanetricarboxylic acid, 2 -hydroxy-, mixt . with propyl 
3,4, 5-trihydroxybenzoate (9CI) (CA INDEX NAME) 



CM 1 



CRN 121-79-9 
CMF CIO H12 05 




CM 2 

CRN 77-92-9 
CMF C6 H8 07 
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CO2H 

i 

HO2C- CH2"- C— ^2"- CO2H 
OH 

RN 39515-40-7 CAPLUS 

CN Cyclopropanecarboxylic acid, 2, 2 -dimethyl -3- (2 -methyl -1-propenyl) 
cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



Me Me 




RN 39515-41-8 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2 , 3 , 3 -tetramethyl - , cyano(3- 
phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



Me Me 




RN 40167-95-1 CAPLUS 

CN Benzoic acid, 2-hydroxy-, methyl ester, calcium salt (9CI) (CA INDEX 
NAME) 



0 




• 1/2 Ca 



RN 41289-08-1 CAPLUS 

CN Silane, (2-chloroethyl)methylbis (phenylmethoxy) - (9CI) (CA INDEX NAME) 
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O- CH2- Ph 
I 

Me-Si-CH2-CH2C1 
O- CH2- Ph 

RN 41295-28-7 CAPLUS 

CN Methanone, (4'-methoxy-3-methylphenyl) (3-methylphenyl) - (9CI) (CA INDEX 
NAME) 



O 




Me Me 



RN 42576-02-3 CAPLUS 

CN Benzoic acid, 5- (2, 4-dichlorophenoxy) -2-nitro-, methyl ester (9CI) (CA 
INDEX NAME) 



C-OMe 




CI 



RN 50594-66-6 CAPLUS 

CN Benzoic acid, 5- [2-chloro-4 - (trif luoromethyDphenoxy] -2 -nitro- (9CI) {CA 
INDEX NAME) 



CI 




CO2H 



RN 50594-67-7 CAPLUS 

CN Benzoic acid, 5- [2-chloro-4- (trif luoromethyl) phenoxy] -2 -nitro- , methyl 
ester (9CI) (CA INDEX NAME) 
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O 

II 




RN 51630-58-1 CAPLUS 

CN Benzeneacetic acid, 4 -chloro-a- (1-methylethyl) - , 

cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




RN 52315-07-8 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dichloroethenyl) -2 , 2 -dimethyl - , 
cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



Me Me 




RN 52645-53-1 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dichloroethenyl) -2 , 2 -dimethyl - , 
(3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



Me Me 




RN 52756-22-6 CAPLUS 

CN Alanine, N-benzoyl-N- (3-chloro-4-f luorophenyl) - , 1-methylethyl ester (9CI) 
(CA INDEX NAME) 
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Ph— C Me O 

N— CH—C— OPr-i 



RN 52756-25-9 CAPLUS 

CN Alanine, N-benzoyl-N- (3 -chloro-4 -f luorophenyl) 
INDEX NAME) 



methyl ester (9CI) (CA 




RN 52820-00-5 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dibromoethenyl) -2 , 2 -dimethyl- , 
cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




RN 52918-63-5 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dibromoethenyl) -2 , 2 -dimethyl- , 

(S) -cyano (3 -phenoxyphenyl) methyl ester, (1R,3R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 53404-16-3 CAPLUS 

CN Benzoic acid, 3-amino-2 , 5-dichloro- , coir^d. with 2 , 2 ' -iminobis [ethanol] 
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(1:1) (SCZ) (CA INDEX NAME) 



CM 



CRN 
CMF 



133-90-4 

C7 H5 C12 N 02 



CI 




CO2H 



CI 



NH2 



CM 2 

CRN 111-42-2 
CMF C4 Hll N 02 



HO- CH2- CH2- NH- CH2- CH2- OH 
RN 53404-28-7 CAPLUS 

CN - Benzoic acid,. 3 , 6-dichloro-2-methoxy- , compd. with 2-aminoethanol (1:1) 
(9CI) (CA INDEX NAME)- 

CM 1 

CRN 1918-00-9 
CMF C8 H6 C12 03 



OMe 



CM 2 

CRN 141-43-5 
CMF . C2 H7 N O 



H2N-CH2-CH2-OH 

RN 53404-29-8 CAPLUS 

CN Benzoic acid, 3,6-dichloro-2-methoxy-, compd. with 2,2',2'*- 
nitrilotris [ethanol] (1:1) (9CI) (CA INDEX NAME) 




CI 



CM 



1 
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CRN 1918-00-9 
CMF C8 H6 C12 03 



OMe 




CM 2 

CRN 102-71-6 
CMF C6 H15 N 03 

CH2— CH2— OH 
HO— CH2- CH2-' N— CH2- CH2- OH 

RN 54774-45-7 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2, 2-dichloroethenyl) -2 , 2-dimethyl- , 
{ 3 -phenoxyphenyl) methyl ester, (1R,3R)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation {+) . 




O 



RN 55814-41-0 CAPLUS 

CN Benzamide, 2-methyl-N- [3- (l-methylethoxy)phenyl] - (9CI) (CA INDEX NAME) 




Me 



RN 55871-02-8 CAPLUS 

CN Benzoic acid, 3 , 6-dichloro-2-methoxy- , cotnpd. with 2 -propanamine (1:1) 
(9CI) (CA INDEX NAME) 

CM 1 

CRN 1918-00-9 
CMF C8 H6 C12 03 
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OMe 




CM 2 

CRN 75-31-0 
CMF C3 H9 N 

NH2 
H3C-- CH- CH3 

RN 56141-00-5 CAPLUS 

CN Benzoic acid, 3 , 6 -dichloro-2 -methoxy- , (phenylimino) di-2 , 1-ethanediyl 
ester (9CI) (CA INDEX NAME) 




RN 56425-91-3 CAPLUS 

CN 5-Pyrimidinemethanol , a- (1-methylethyl) -a- [4- 

(trifluoromethoxy) phenyl] - (9CI) (CA INDEX NAME) 




OH 

RN 5-6634-95-8 CAPLUS 

CN Heptanoic acid, 2, 6-dibromo-4-cyanophenyl ester (9CI) (CA INDEX NAME) 
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RN 56750-76-6 CAPLUS 

CN Benzenemethanol , 4- [ (l-ethylpropyl) amino] -2-methyl-3 , 5-dinitro- (9CI) (CA 
INDEX NAME) 




N02 



RN 57130-91-3 CAPLUS 

CN Ethanone, 1- (8 -hydroxy- 5-quinolinyl) - , sulfate (2:1) (salt) (9CI) (CA 
INDEX NAME) 



CM 1 



CRN 7664-93-9 
CMF H2 04 S 



HO— OH 



CM 2 



CRN 2598-31-4 
CMF Cll H9 N 02 



OH 




Ac 



RN 58011-68-0 CAPLUS 

CN Methanone, (2 , 4 -dichlorophenyl ) [1, 3-dimethyl-5- [ [ (4- 

methylphenyl)sulfonyl]oxy] -lH-pyrazol-4-yl] - (9CI) (CA INDEX NAME) 
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RN 58594-72-2 CAPLUS 

CN IH-Imidazole, 1- [2- (2 , 4 -dichlorophenyl) -2- (2-propenyloxy) ethyl] sulfate 
(1:1) (9CI) (CA INDEX NAME) 

CM 1 

CRN 35554-44-0 

CMF C14 H14 C12 N2 O 



N 




CH2 

CH- O- CH2- CH= CH2 



CM 2 

CRN 7664-93-9 
CMF H2 04 S 



O 

II 

HO- S— OH 

II ■ 

O 



RN 58667-63-3 CAPLUS 

CN Alanine, N-benzoyl-N- (3-chloro-4-f luorophenyl) - (9CI) (CA INDEX NAME) 
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Ph 



CI 




T 



CO2H 




Me 



RN 59915-53-6 CAPLUS 

CN Benzoic acid, 2 - [ (1-naphthalenylamino) carbonyl] - , monosodium salt, mixt. 
with 2- (l-methylpropyl) -4, 6-dinitrophenol sodium salt (9CI) (CA INDEX 
NAME) 

CM 1 

CRN 35040-03-0 

CMF CIO H12 N2 05 . Na 



Me 




NO2 



• Na 



CM 



2 



CRN 132-67-2 
CMF C18 H13 N 03 



Na 
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HO2C 




Na 



RN 60168-88-9 CAPLUS 

CN 5-Pyrimidinemethanol, a- (2-chlorophenyl) -a- (4-chlorophenyl) 
(9CI) (CA INDEX NAME) 



CI 




OH 





CI 



Nv^/>N 



RN 60864-33-7 CAPLUS 

CN Poly (oxy-l, 2-ethanediyl) , a- (phenylmethyl) -co -[(1,1, 3,3- 
tetramethylbutyDphenoxy] - (9CI) (CA INDEX NAME) 




Dl 



I 

Me- C- CH2-CMe3 



Me 



Ph- CH2- 



-0-CH2-'CH2- 



-O-Dl 



J n 



RN 62046-37-1 CAPLUS 
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CN Benzenemethanol, 2,3 (or 3 , 4) - dichloro- , methyl carbamate (9CI) (CA INDEX 
NAME) 




Dl-Cl 



RN 62476-59-9 CAPLUS 

CN Benzoic acid, 5 - [2 -chloro-4 - ( trif luoromethyl) phenoxy] -2-nitro- , sodium 
salt (9CI) (CA INDEX NAME) 



CI 




• Na 

RN 63284-71-9 CAPLUS 

CN 5-Pyrimidinemethanol , a- (2 -chlorophenyl) -a- (4-f luorophenyl) - 
(9CI) (CA INDEX NAME) 




RN 63729-98-6 CAPLUS 

CN D-Alanine, N-benzoyl-N- (3 -chloro -4 -f luorophenyl) - , methyl ester (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 
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RN 63782-90-1 CAPLUS 

CN D-Alanine, N-benzoyl-N- (3 -chloro-4 -f luorophenyl) - , 1 -methyl ethyl ester 
(9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



0 




RN 63935-38-6 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2-dichloro-l- (4-ethoxyphenyl) - , 
cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




OEt 



RN 64628-44-0 CAPLUS 

CN Benzamide, 2-chloro-N- [ [ [4- ( tr if luoromethoxy) phenyl] amino] carbonyl] - (9CI) 
(CA INDEX NAME) 



O O 




RN 65731-84-2 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2, 2 -dichloroethenyl) -2, 2-dimethyl-, 

(S) -cyano(3-phenoxyphenyl)methyl ester, (1R,3R)- (9CI) (CA INDEX NAME) 
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Absolute stereochemistry. Rotation (+) 



Me Me 



CI2C 



t 

CN 




OPh 



RN 65934-95-4 CAPLUS 

CN 1, 3 ~ Propanediol, 2 -nit ro-1 -phenyl - , diacetate (ester), (lR,2S)-rel- (9CI) 
(CA INDEX NAME) 

Relative stereochemistry. 
Ph 



AcO' 




OAc 



NO2 



RN 66230-04-4 CAPLUS 

CN Benzeneacetic acid, 4 -chloro-a- (1-methylethyl) - , 

(S) -cyano (3 -phenoxyphenyl) methyl ester, (aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 



PhO 




RN 662 67-77-4 CAPLUS 

CN Benzeneacetic acid, 4-chloro-a- (1-methylethyl) - , 

(R) -cyano (3 -phenoxyphenyl) methyl ester, (aS) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



i-Pr 



PhO 




RN 66332-96-5 CAPLUS 

CN Benzamide, N- [3- (1 -me thy lethoxy) phenyl] -2- (trif luoromethyl) - (9CI) (CA 
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INDEX NAME) 




CF3 

RN 66841-24-5 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dichloroethenyl) -2 , 2 -dimethyl - , 

(R) -cyano( 3 -phenoxyphenyl) methyl ester, (1R,3S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 66841-25-6 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2-dimethyl-3- (1, 2 , 2 , 2-tetrabromoethyl) 
cyano (3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




RN 67375-30-8 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- ( 2 , 2 -dichloroethenyl) -2 , 2 -dimethyl - , 

(R) -cyano (3 -phenoxyphenyl) methyl ester, (lS,3S)-rel- (9CI) (CA INDEX 
NAME) 

Relative stereochemistry.* 




RN 68085-85-8 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 -chloro-3 , 3 , 3 -trif luoro-l-propenyl) -2,2- 
dimethyl-, cyano (3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 
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Me Me 




RN 68359-37-5 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dichloroethenyl) -2 , 2-dimethyl- , 
cyano(4-f luoro-3-phenoxyphenyl)methyl ester (9CI) (CA INDEX NAME) 



OPh 




RN 69409-94-5 CAPLUS 

CN Valine, N- [2-chloro-4- (trifluoromethyl) phenyl] cyano(3- 
phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 




CI 



RN 69770-45-2 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- [2-chloro-2- (4-chlorophenyl) ethenyl] -2 , 2- 
dimethyl-, cyano (4 -f luoro-3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX 
NAME) 



OPh 




RN 70124-77-5 CAPLUS 

CN Benzeneacetic acid, 4- (dif luoromethoxy) -a- (l-methylethyl) - , 
cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 
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F2CH- 




i-Pr O CN 

I II I 

CH- C- O- CH 




OPh 



RN 70193-21-4 CAPLUS 

CN Benzamide, N« (l-butoxy-2 , 2 , 2-trichloroethyl) -2-hydroxy- (9CI) (CA INDEX 
NAME) 




0 OBu-n 

II I 

C-NH- CH- CCI3 
OH 



RN 71561-11-0 CAPLUS 

CN Ethanone, 2- [ [4- (2 , 4 -dichlorobenzoyl) -1 , 3 -dimethyl- IH-pyrazol -5 -yl] oxy] -1- 
phenyl- (9CI) (CA INDEX NAME) 



Me 




CI 



RN 71697-59-1 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dichloroethenyl) -2 , 2 -dimethyl - , 

(R) -cyano( 3 -phenoxyphenyl) methyl ester, (lS,3R)-rel- (9CI) (CA INDEX 
NAME) 

Relative stereochemistry. 



CI2C 




OPh 



RN 72178-02-0 CAPLUS 

CN Benzamide, 5- [2-chloro-4- (trif luoromethyl) phenoxy] -N- ( methyl sulfonyl) -2- 
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nitro- (9CI) (CA INDEX NAME) 




RN 72850-64-7 CAPLUS 

CN 5-Thiazolecarboxylic acid, 2 -chloro-4- (trif luoromethyl) - , phenylmethyl 
ester {9CI) (CA INDEX NAME) 




C-0-CH2-Ph 

II 

O 

RN 74222-97-2 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ (4 , 6 -dimethyl -2 -pyrimidinyl) amino] carbonyl] amino] sulfo 
nyl]-, metliyl ester (9CI) (CA INDEX NAME) 




RN 74223-56-6 CAPLUS 

CN Benzoic acid, 2- [ [ t [ (4 , 6-dimetliyl-2-pyrimidinyl) amino] carbonyl] amino] sulf o 
nyl]- (9CI) (CA INDEX NAME) 




RN 74223-64-6 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ (4-methoxy-6-metliyl-l, 3 , 5-triazin-2- 
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yl) amino] carbonyl] amino] sulfonyl] methyl ester (9CI) (CA INDEX NAME) 




O 



RN 76674-21-0 CAPLUS 

CN lH-1, 2 , 4-Triazole-l-ethanol , a- (2 ~f luorophenyl) -a- (4- 
fluorophenyl) - (9CI) (CA INDEX NAME) 




F 



RN 77207-01-3 CAPLUS 

CN Benzoic acid, 5- [2-chloro-4- (trif luorometliyDplienoxy] -2-nitro-, etliyl 
ester {9CI) (CA INDEX NAME) 



CI 




C-OEt 

II 

0 

RN 77227-69-1 CAPLUS 

CN Benzamide, 5- [2 -chloro-6-f luoro-4 - (trif luorometliyl ) phenoxy] -N- 
(ethylsulfonyl) -2-nitro- (9CI) (CA INDEX NAME) 
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F 




C— NH— S— Et 

II II 

O 0 

RN 77501-60-1 CAPLUS 

CN Benzoic acid, 5- [2-chloro-4- (trif luoromethyl) phenoxy] -2-nitro-, 
carboxymethyl ester (9CI) (CA INDEX NAME) 



CI 




C-a-CH2-C02H 



O 



RN 77501-63-4 CAPLUS 

CN Benzoic acid, 5- [2 -chloro-4- (trif luoromethyl) phenoxy] -2 -nitro- , 
2-ethoxy-l-methyl-2-oxoethyl ester (9CI) (CA INDEX NAME) 



CI 




O Me 



RN 79510-48-8 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ (4-methoxy-6-methyl-l, 3 , 5-triazin-2 - 
yl) amino] carbonyl] amino] sulfonyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 



Page 186 



'^^^..'3. -I • - j^iO*.D • ' Freistein 1 0 / 53 J. 171 • ' - . • eim iu/ S.n. . 7 ' r. - •l2/:04/2006 




RN 79538-32-2 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- [ (IZ) -2-chloro-3 , 3 , 3 -trif luoro-l-propenyl] - 
2 , 2 -dimethyl- , (2,3,5, 6-tetraf luoro-4 -methylphenyl) methyl ester, 
(lR,3R)-rel- (9CI) (CA INDEX NAME) 

Relative stereochemistry. 
Double bond geometry as shown. 




O F 



RN 79540-50-4 CAPLUS 

CN Benzamide, N- (2 , 3-dichlorophenyl) -4- (ethoxymethoxy) - (9CI) (CA INDEX 
NAME) 




CI 



RN 79983-71-4 CAPLUS 

CN lH-1, 2, 4-Triazole-l-ethanol, a-butyl-a- (2 , 4 -dichlorophenyl) - 
(9CI) (CA INDEX NAME) 




RN 82211-24-3 CAPLUS 

CN 4-Pyridinecarboxamide, N- [4-chloro-2- ( hydroxypheny Ime thy 1) phenyl] - (9CI) 
(CA INDEX NAME) 
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RN 82558-50-7 CAPLUS 

CN Benzamide, N- [3- (1 -ethyl -1-methylpropyl) -5-isoxazolyl] -2, 6-dimethoxy- 
(9CI) (CA INDEX NAME) 



Me 




RN 82657-04-3 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- [ (IZ) -2-chloro-3 , 3 , 3-trif luoro-l-propenyl] - 
2, 2 -dimethyl-, (2 -methyl [1 , 1 * -biphenyl] -3-yl)methyl ester, {1R,3R) -rel- 
(9CI) (CA INDEX NAME) 

Relative stereochemistry . 
Double bond geometry as shown. 




O Me 



RN 82692-44-2 CAPLUS 

CN Ethanone, 2- [ [4- (2, 4-dichloro-3-methylbenzoyl) -1, 3 -dimethyl -IH-pyrazol -5- 
yl]oxy] -1- {4-methylphenyl) - (9CI) (CA INDEX NAME) 
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Me 



RN 83055-99-6 -CAPLUS 

CN Benzoic acid, 2- [ [ [ [ [ (4 , 6-dimethoxy-2 -pyrimidinyl) amino] carbonyl] amino] sul 
fonyl] methyl] metliyl ester (9CI) (CA INDEX NAME) 




0 



RN 83121-18-0 CAPLUS 

CN Benzamide, N~ [ [ (3 , 5-dichloro-2 , 4 -dif luorophenyl) amino] carbonyl] -2 , 6- 
difluoro- {9CI) (CA INDEX NAME) 




RN 83542-69-2 CAPLUS 

CN Benzoic acid, 4-liydroxy-, propyl ester, calcium salt (9CI) (CA INDEX 
NAME) 
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O 

II 




• 1/2 Ca 



RN 86209-51-0 CAPLUS 

CN Benzoic acid, 2 - [ [ [ [ [4 , 6 -bis (dif luoromethoxy) -2 - 

pyrimidinyl] amino] carbonyl] amino] sulfonyl] - , metliyl ester (9CI) {CA INDEX 
NAME) 




0~CHF2 



O 

RN 86479-06-3 CAPLUS 

CN Benzamide, N- [ [ [3 , 5-dichloro-4- (1,1,2 , 2 - tetraf luoroethoxy) plienyl] amino] car 
bonyl] -2,6-difluoro- (9CI) (CA INDEX NAME) 




CI 



RN 90035-08-8 CAPLUS 

CN 2H-l-Benzopyran-2-one, 4-]iydroxy-3- [1, 2 , 3 , 4-tetrahydro-3- [4- [ [4- 

(trif luorometliyl) ptienyl] me tlioxy] phenyl] -l-naplitlialenyl] - (9CI) (CA INDEX 
NAME) 
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RN 90982-32-4 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ (4 -chloro-6-methoxy-2 -pyrimidinyl) amino] carbonyl] amino 
]sulfonyl]-, ethyl ester (9CI) (CA INDEX NAME) 



O O 




RN 91465-08-6 CAPLUS 

CN Cyclopropanecarboxylic acid, 3 - [ (IZ) -2 -chloro-3 , 3 , 3 - trif luoro-l-propenyl] - 
2 , 2-dimethyl- , (R) -cyano (3 -phenoxyphenyl) methyl ester, (lS,3S)-rel- (9CI) 
(CA INDEX NAME) 

Relative stereochemistry. 
Double bond geometry as shown. 




O CN 



RN 92302-40-4 CAPLUS 

CN Benzoic acid, 3 , 6-dichloro-2 -methoxy- , 2-butoxyethyl ester (9CI) (CA 
* INDEX NAME) 
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O- CH2— CH2- OBu-n 



OMe 



RN 94050-52-9 CAPLUS 
CN Benzamide , N- [ [ [4 - [ [ [ (E) - [ (4 - 
ethyl] phenyl] amino] carbonyl] - 



chloropheny 1 ) cyclopropylmethylene] amino] oxy] m 
2, 6-dif luoro- (9CI) (CA INDEX NAME) 



Double bond geometry as shown. 




PAGE 2 -A 

I 

CI 



RN 94361-06-5 CAPLUS 

CN lH-1, 2 , 4-Triazole-l-ethanol, a- {4- chloropheny 1) -a- (1- 
cyclopropylethyl) - (9CI) (CA INDEX NAME) 
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Y 



CH- Me 




RN 97780-06-8 CAPLUS 

CN Benzoic acid, 2 - [ [ [ [ [4 -ethoxy-6- (methylamino) -1 , 3 , 5 - triazin-2- 
yl] amino] carbonyl] amino] sulf onyl] - , methyl ester (9CI) (CA INDEX NAME) 




NHMe 



O 



RN 99105-77-8 CAPLUS 

CN 1, 3-Cycloliexanedione, 2- [2-chloro-4- (methylsulfonyl) benzoyl] - (9CI) (CA 
INDEX NAME) 




RN 992 83-00-8 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ (4 -c]iloro-6-methoxy-2 -pyrimidinyl*) amino] carbonyl] amino 
]sulfonyl]- (9CI) (CA INDEX NAME) 




RN 99283-01-9 CAPLUS 

CN Benzoic acid, 2 - [ [ [ [ [ (4 , 6 -dimetlioxy- 2 -pyrimidinyl) amino] carbonyl] amino] sul 
fonyl ] methyl ] - (9CI) (CA INDEX NAME) 
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OMe 



RN 100728-84-5 CAPLUS 

CN Benzoic acid, 2 - [4 , 5-dihydro-4-methyl-4- (1-methylethyl) -5-oxo-lH-imidazol- 
2-yl]-4(or 5) -methyl- (9ClJ (CA INDEX NAME) 




RN 101007-06-1 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2 -dimethyl -3 - [(12) -3-oxo-3- [2 , 2 , 2 -trif luoro- 
1- (trif luoromethyl) ethoxy] -1-propenyl] (S) -cyano (3 -phenoxyphenyl) methyl 
ester, {1R,3S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
Double bond geometry as shown. 




O CN 



RN 101200-48-0 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ (4-methoxy-6-methyl-l, 3, 5-triazin-2- 

yDmethylamino] carbonyl] amino] sulfonyl] - , methyl ester {9CI) (CA INDEX 
NAME) 



O O Me 
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RN 101463-69-8 CAPLUS 

CN Benzamide, .N- [ [ [4- [2-chloro-4- (trif luoromethyl) phenoxy] -2- 

fluorophenyl]amino]carbonyl] -2,6-difluoro- (9CI) (CA INDEX NAME) 




RN 102851-06-9 CAPLUS 

CN D-Valine, N- [2-chloro-4- (trif luoromethyl) phenyl] cyano(3- 
phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



0 CN 




OPh 



RN 103055-07-8 CAPLUS 

CN Benzamide, N- [ [ [2 , 5-dichloro-4 - (1 , 1 , 2 , 3 , 3 , 3 -hexaf luoropropoxy)phenyl] amino 
Jcarbonyl] -2,6-difluoro- (9CI) (CA INDEX NAME) 




RN 104040-79-1 CAPLUS 

CN Benzoic acid, 3 , 6-dichloro-2 -methoxy- , compd. with 2-(2- 
aminoethoxy) ethanol (1:1) (9CI) (CA INDEX NAME) 

CM 1 

CRN 1918-00-9 
CMF C8 H6 C12 03 
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OMe 




CM 2 

CRN 929-06-6 
CMF C4 Hll N 02 



H2N- CH2- CH2- 0~ CH2- CH2- OH 
RN 106040-48-6 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ (4-methoxy-6-methyl-l, 3 , 5-triazin-2- 

yl) me thylamino] carbonyl] amino] sulfonyl] - (9CI) (CA INDEX NAME) 




RN 108731-70-0 CAPLUS 
' CN Benzamide, 5- [2-chloro-4- (trif luoromethyl) phenoxy] -N- (methylsulf onyl) -2- 
nitro-, sodium salt (9CI) (CA INDEX NAME) 



C- NH- S— Me 




CI 



• Na 

RN 111353-84-5 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ [4-ethoxy-6- (methylamino) -1, 3 , 5-triazin-2- 
yl) amino] carbonyl] amino] sulfonyl] - (9CI) (CA INDEX NAME) 
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NHMe 



OEt 



RN 111872-58-3 CAPLUS 

CN Benzene, 1- [ [2- [4- (bromodifluoromethoxy) phenyl] -2-methylpropoxy] methyl] -3- 
phenoxy- (9CI) (CA INDEX NAME) 




Me 



RN 112226-61-6 CAPLUS 

CN Benzoic acid, 4 -chloro- , 2 -benzoyl-2 - (1 , 1-dimethylethyl) hydrazide (9CI) 
(CA INDEX NAME) 



0 




RN 112410-23-8 CAPLUS 

CN Benzoic acid, 3 , 5-dimethyl- , 1- (1, 1-dimethylethyl) -2- (4- 
ethylbenzoyDhydrazide (9CI) (CA INDEX NAME) 



Me 




RN 113036-88-7 CAPLUS 

CN Benzamide, N- [ [ [4- [ [ [ [ (4 -chlorophenyl ) cyclop ropylmethylene] amino] oxy] me thy 
1] phenyl] amino] carbonyl] -2, 6-difluoro- (9CI) (CA INDEX NAME) 
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116714-46-6 CAPLUS 

Benzamide, N- [ [ [3-chloro-4- [1, 1 , 2 -trif luoro-2 - 

(trif luoromethoxy) ethoxy] phenyl] amino] carbonyl] ~2 , 6-dif luoro- (9CI) 
INDEX NAME) 




117428-22-5 CAPLUS 

Benzeneacetic acid, a- (methoxymetliylene) -2- [ [ [6- (trif luorometliyl) -2- 
pyridinyl ]oxy] methyl] methyl ester, (aE) - (9CI) (CA INDEX NAME) 



Searched by Joim DiNatale x2-2557 
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Double bond geometry as shovm. 



O 




RN 118712-89-3 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2-dichloroethenyl) -2 , 2 -dimethyl- , 

(2,3, 5, 6-tetrafluorophenyl)methyl ester, (1R,3S)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

F 



Me Me F, 




F 



RN 119126-15-7 CAPLUS 

CN lH-l,2,4-Triazole-3-carboxamide, 1- [4-chloro-3- [(2,2,3,3,3- 

pentafluoropropoxy) methyl] phenyl] -5-phenyl- (9CI) (CA INDEX NAME) 



O 




CH2- 0- CH2- CF2— CF3 



RN 120710-23-8 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2-dibromoethenyl) -2, 2 -dimethyl-, 

(R) -cyano (3 -phenoxyphenyl) methyl ester, (lR,3R)-rel- (9CI) (CA INDEX 
NAME) 

Relative stereochemistry. 
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CN 



RN 120890-70-2 CAPLUS 

CN Benzoic acid, 2-chloro-5- [3 , 6-dihydro-3-methyl-2 , 6-dioxo-4- 
(trif luoromethyl) -1 (2H) -pyrimidinyl] -, 1-methylethyl ester (9CI) (CA 
INDEX NAME) 




122008 


'78- 


0 


122008 


-85 


-9 


125401 


'75 


'4 


126535 


'15- 


7 


131860 


-33 


-8 


134605 


-64 


-4 


136191 


'56" 


5 


136849 


-15 


-5 


138164 


'12 


'2 


141112 


-06- 


3 


141517 


'21 


-7 


143390 


'89 


'0 


144550 


'06' 


1 


144550 


'36 


-7 


144651 


'06 


'9 


147150 


-35- 


4 


149961 


'52 


-4 


155569 


-91 


-8 


156963 


-66- 


5 


158755 


'95 


-4 


159518 


-97 


-5 


161050 


-58- 


4 


168088 


'61 


-7 


175013 


-18 


-0 


181274 


-15- 


7 


208465 


'21 


-8 


274671 


-61 


-3 


291536 


-86' 


2 


291536 


'91 


'9 


313493 


'42 


'4 


358622 


-53- 


4 


403806 


'37 


-1 


845739 


'24 


'4 


845739 


'25- 


5 


845739 


-27 


-7 


845739 


'29 


'9 



RL: PAC (Pharmacological activity); THU (Therapeutic use); BIOL 
(Biological study) ; USES (Uses) 

(methods and compns . for increasing efficacy of biol . active 
ingredients such as antitumor agents) 
RN 122008-78-0 CAPLUS 

CN Propanoic acid, 2 - [4 - (4 -cyano-2 -f luorophenoxy) phenoxy] - , (2R) - (9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. Rotation (+) . 



F 




RN 122008-85-9 CAPLUS 
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CN Propanoic acid, 2 - [4 - (4 -cyano-2 -f luorophenoxy) phenoxy] - butyl ester, 
(2R) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 125401-75-4 CAPLUS 

CN Benzoic acid, 2 , 6-bis [ (4 , 6-dimethoxy-2-pyrimidinyl) oxy] - {9CI) (CA INDEX 
NAME) 




OMe OMe 



RN 126535-15-7 CAPLUS 

CN Benzoic acid, 2- [ [ [ [ [4- (dimethyl amino) -6- (2 , 2 , 2 -trif luoroethoxy) -1,3,5- 

triazin-2-yl]amino]carbonyl]amino]sulfonyl] -3-methyl-, methyl ester (9CI) 
(CA INDEX NAME) 




RN 131860-33-8 CAPLUS 

CN Benzeneacetic acid, 2- [ [6- (2-cyanophenoxy) -4-pyrimidinyl] oxy] -a- 
(methoxymethylene) -, methyl ester, (aE) - (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 
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O 



RN 134605-64-4 CAPLUS 

CN Benzoic acid, 2-chloro-5- [3 , 6-dihydro-3-methyl-2 , 6-dioxo-4- 

(trif luoromethyl) -1 {2H) -pyrimidinyl] - , 1, 1 -dimethyl -2 -oxo-2- (2- 
propenyloxy) ethyl ester (9CI) (CA INDEX NAME) 



O Me O 

II I II 

H2C== CH- CH2- 0— C— C- O- C 




RN 136191-56-5 CAPLUS 

CN Benzoic acid, 2- [ (4 , 6-dimethoxy-2-pyrimidinyl) oxy] -6- [1- 
(methoxyimino) ethyl] - (9CI) (CA INDEX NAME) 




OMe 



RN 136849-15-5 CAPLUS 

CN Urea, N- [ t [2- { eye lop ropy Icarbonyl) phenyl] amino] sulf onyl] -N' - (4 , 6-dimethoxy- 
2 -pyrimidinyl ) - (9CI) (CA INDEX NAME) 
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MeO 



OMe 



N 



NH— C— NH— S— NH 



RN 138164-12-2 CAPLUS 

CN 2-Cyclohexen-l-one, 2- [1- (ethoxyimino) propyl] -3 -hydroxy-5- [2 , 4 , 6-trimethyl- 
3 - (1-oxobutyl) phenyl] - (9CI) (CA INDEX NAME) 




RN 141112-06-3 CAPLUS 

CN Methanone, [4-chloro-2- (methylsulfonyl) phenyl] (5-cyclopropyl-4-isoxa2olyl) 
(9CI) (CA INDEX NAME) 




CI 



RN 141517-21-7 CAPLUS 

CN Benzeneacetic acid, a- (methoxyimino) -2 - [ [ [ (E) - [1 - [3 - 

(trifluoromethyl) phenyl] ethylidene] amino] oxy] methyl] methyl ester, 
(aE)- {9CI) (CA INDEX NAME) 



Double bond geometry as shown. 
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RN 143390-89-0 CAPLUS 

CN Benzeneacetic acid, a- (methoxyimino) -2- [ (2 -methylphenoxy) methyl] 
' methyl ester, (aE) - (9CI) (CA INDEX NAME) 



Double bond geometry as shown. 




RN 144550-06-1 CAPLUS 

CN Benzoic acid, 4-iodo-2- [ [ [ [ (4-methoxy-6-methyl-l, 3 , 5-triazin-2- 

yl) amino] carbonyl] amino] sulfonyl] methyl ester (9CI) (CA INDEX NAME) 




RN 144550-36-7 CAPLUS 

CN Benzoic acid, 4-iodo-2- [ [ [ [ (4-methoxy-6-methyl-l, 3 , 5-triazin-2- 

yl) amino] carbonyl] amino] sulfonyl] - , methyl ester, monosodium salt (9CI) 
(CA INDEX NAME) 
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O 




• Na 

RN 144651-06-9 CAPLUS 

CN Benzoic acid, 2 -[[[[ (4 , 6 -dimethyl -2 -pyrimidinyl) amino] carbonyl] amino] sulfo 
nyl]-, 3-oxetanyl ester (9CI) (CA INDEX NAME) 



O — I 




RN 147150-35-4 CAPLUS 

CN Benzoic acid, 3-chloro-2- [ [ (5-etlioxy-7-f luoro [1, 2 ,4] triazolo [1, 5- 

c]pyrimidin-2-yl) sulfonyl] amino] metliyl ester (9CI) (CA INDEX NAME) 




RN 149961-52-4 CAPLUS 

CN Benzeneacetamide, 2- [ (2 , 5 -dime tiiylphenoxy) metliyl] -a- (metlioxyimino) -N- 
methyl-, (aE) - (9CI) (CA INDEX NAME) 

Double bond geometry as sliovm. 
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0 



RN 155569-91-8 CAPLUS 

CN Avermectin Bl, 4 • ' -deoxy-4 ' ' - (methyl amino) (4 ' 'R) benzoate (salt) 
(9CI) (CA INDEX NAME) 

CM 1 

CRN 119791-41-2 

CMF Unspecified 

CCI MAN 

*** STRUCTURE DIAGRAM IS NOT AVAILABLE *** 

CM 2 

CRN 65-85-0 

CMF C7 H6 02 




RN 156963-66-5 CAPLUS 

CN Bicyclo[3.2.1]oct-3-en-2-one, 3- [2-chloro-4- (methylsulfonyl) benzoyl] -4- 
(phenylthio) - (9CI) (CA INDEX NAME) 




RN 158755-95-4 CAPLUS 

CN Propanoic acid, 2- [2- [ [4- [3 , 6-dihydro-3-methyl-2, 6-dioxo-4- 
(trif luoromethyl) -1 (2H) -pyrimidinyljphenoxy] methyl] -5-ethylphenoxy] 
methyl ester (9CI) (CA INDEX NAME) 
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Me 




O Me 



RN 159518-97-5 CAPLUS 

CN Benzoic acid, 3-chloro-2- [ [ (5-ethoxy-7-f luoro [1, 2 , 4] triazolo [1, 5- 
c] pyrimidin-2-yl)sulfonyl] amino] - (9CI) (CA INDEX NAME) 




OEt 



RN 161050-58-4 CAPLUS 

CN Benzoic acid, 3-methoxy-2-methyl- , 2- (3 , 5-dimethylbenzoyl) -2- (1, 1- 
dimethylethyDhydrazide (9CI) (OA INDEX NAME) 




Me 



RN 168088-61-7 CAPLUS 

CN Methanone, diphenyl-, O- [2,6-bis [ (4 , 6-dimethoxy-2 - 

pyrimidinyDoxy] benzoyl loxime (9CI) (CA INDEX NAME) 



O 

II 

C— O— N= CPh2 




OMe OMe 
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•RN 175013-18-0 CAPLUS 

CN Carbamic acid, [2 - [ [ [1- (4 -chlorophenyl) -lH-pyrazol-3 - 

yl] oxy] methyl] phenyl] methoxy- , methyl ester (9CI) (CA INDEX NAME) 




O OMe 



RN 181274-15-7 CAPLUS 

CN Benzoic acid, 2 - [ [ [ (4 , 5-dihydro-4 -methyl-5 -oxo-3 -propoxy-lH- 1 , 2 , 4 -triazol- 
l-yl) carbonyl] amino] sulf onyl] - , methyl ester, sodium salt (9CI) (CA INDEX 
NAME) 



O 




• Na 

RN 208465-21-8 CAPLUS 

CN Benzoic acid, 2 - [ [ [ [ (4 , 6 -dimethoxy-2 -pyrimidinyl) amino] carbonyl] amino] sulf 
onyl] -4- [[ (methylsulfonyl) amino] methyl] methyl ester (9CI) {CA INDEX 
NAME) 




Me- S- NH- CH2 OMe 
0 



RN 274671-61-3 CAPLUS 

CN Ethanamine, N, N-diethyl-2 - [ (4 -methylphenyl) methoxy] hydrochloride {9CI) 
(CA INDEX NAME) 
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CH2-O-CH2— CH2— NEt2 



• HCl 

RN 291536-86-2 CAPLUS 

CN Benzoic acid, 2 - [ [ (4 -chlorophenyl) amino] carbonyl] - , 2-propynyl ester (9CI) 
(CA INDEX NAME) 




O 



RN 2 91536-91-9 CAPLUS . 

CN Benzamide, 3- [ [ (4 -bromophenyl) amino] sulf onyl] -N- (3 -nitrophenyl) - (9CI) 
(CA INDEX NAME) 




RN 313493-42-4 CAPLUS 

CN Benzamide, 3 , 5-bis (1, l-dimetliyletliyl) -N-l-naphtlialenyl- (9CI) (CA INDEX 
NAME) 
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RN 358622-53-4 CAPLUS 

CN Benzoic acid, 3-methyl-, [1- (1-naphthalenyl) ethyl idene] hydrazide (9CI) 
(CA INDEX NAME) 




RN 403806-37-1 CAPLUS 

CN Carbonic acid, 1- [ (benzoylamino) methyl] -2 -naphthalenyl phenylmethyl ester 
(9CI) (CA INDEX NAME) 



Ph— CH2-C>-C-0, 




RN 845739-24-4 CAPLUS 

CN Benzamide, 3-chloro-N- {3-chlorophenyl) -N- [ (2 , 4-dichlorophenyl) methyl] 
(9CI) (CA INDEX NAME) 




RN 845739-25-5 CAPLUS 

CN 1, 3, 5-Naphthalenetrisulfonic acid, 8 , 8 ' - [carbonylbis [imino-3 , 1- 

phenylenecarbonylimino (4 -methyl-3 , 1-phenylene) carbonylimino] ] bis- , 
di sodium salt (9CI) (CA INDEX NAME) 
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SO3H 




HO3S NH O 

-NH— C- 

Me 





0 

II 

NH- C- NH 



PAGE 1-A 




■NH- 



Me 



f2 Na 



PAGE 1-B 



SO3H 




SO3H 



845739-27-7 CAPLUS 

Benzoic acid, 3 , 6-dichloro-2-inethoxy- , aluminum salt (9CI) (CA INDEX 
NAME) 



OMe 




CO2H 



CI 



fx Al 



845739-29-9 CAPLUS 

Pentanoic acid, 2 , 6-dibromo-4-cyanophenyl ester {9CI) (CA INDEX NAME) 
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n-Bu—C— O T 



CN 



Br 



L127 ANSWER 11 OF 36 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 
AUTHOR (S) : 
CORPORATE SOURCE: 
SOURCE : 



CAPLUS COPYRIGHT 2 006 ACS on STN 
2004:205975 CAPLUS 
142 :197902 

Product class 19 : pyridopyrimidines 
Sake, M. 
Germany 

Science of Synthesis (2004), 16, 1155-1267 
CODEN: SSCYJ9 
Georg Thieme Verlag 
Journal; General Review 
English 

A review. Preparation of pyridopyrimidines is given. 
76-84-6 93-91-4 98-86-2, reactions 



PUBLISHER: 
DOCUMENT TYPE 
LANGUAGE : 
AB 
IT 



RN 
CN 



99-61-6 100-47-0 , Benzonitrile , reactions 
120-14-9 120-46-7 123-08-0 123-11-5, 
reactions 326-06-7 459-57-4 532-55-8, 

Benzoyl isothiocyanate 582-61-6 , Benzoyl azide 3623-15-2 
3810-10-4 4452-12-4 7633-06-9 
15150-25-1 18096-70-3 18103-98-5 

31919-75-2 
81471-37-6 
81471-43-4 
112084-93-2 
6 123910-84-9 
131910-99-1 143505-02-6 143505-03-7 
RL: RCT (Reactant); RACT (Reactant or reagent) 

(preparation of pyridopyrimidines) 
76-84-6 CAPLUS 

Benzenemethanol, a,a-diphenyl- (9CI) (CA INDEX NAME) 



22378-57-0 23652-89-3 
58764-54-8 70026-91-4 

81471-39-8 81471-40-1 
82417-89-8 83584-44-5 
112085-02-6 122324-23 



Ph 
I 

Ph-C— OH 

i 

Ph 



RN 93-91-4 CAPLUS 

CN 1, 3-Butanedione, 1-phenyl- (6CI, 8CI, 9CI) (CA INDEX NAME) 



0 O 

II II 

Ph~ C- CH2- C~ Me 



RN 98-86-2 CAPLUS 

CN Ethanone, 1-phenyl- (9CI) (CA INDEX NAME) 
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RN 99-61-6 CAPLUS 

CN Benzaldehyde, 3-nitro- (9CI) (CA INDEX NAME) 




RN 10.0-47-0 CAPLUS 

.CN Benzonitrile (SCI, 9CI) (CA INDEX NAME) 




RN 120-14-9 CAPLUS 

CN Benzaldehyde, 3 ,-4-dimethoxy- (9CI) (CA INDEX NAME) 



OMe 




RN 120-46-7 CAPLUS 

CN 1,3-Propanedione, 1, 3-diphenyl- {6CI, SCI, 9CI) (CA INDEX NAME) 




Ph— C- CH2- C- Ph 



RN 123-08-0 CAPLUS 

CN Benzaldehyde, 4 -hydroxy- {9CI) (CA INDEX NAME) 




RN 123-11-5 CAPLUS 
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CHO 



MeO 

RN 326-06-7 CAPLUS 

CN 1, 3-Butanedione, 4,4,4-trif luoro-l-phenyl- (6CI, 7CI, SCI, 9CI) (CA INDEX 
NAME) 



O O 

II II 

F3C— C- CH2-~ C— Ph 

RN 459-57-4 CAPLUS 

CN Benzaldehyde, 4-fluoro- (9CI) (CA INDEX NAME) 



CHO 




RN 532-55-8 CAPLUS 

CN Benzoyl isothiocyanate (9CI) (CA INDEX NAME) 



O 

II 

Ph— C"N= 



RN 582-61-6 CAPLUS 

CN Benzoyl azide (6CI, 7CI, 8CI, 9CI) (CA INDEX NAME) 



N3— C— Ph 

RN 3623-15-2 CAPLUS 

CN 2-Propyn-l-one, 1-phenyl- (9CI) (CA INDEX NAME) 



O 

il 

Ph— C- CH 

RN 3810-10-4 CAPLUS 

CN Methanone, (2-amino-3-pyridinyl)phenyl- (9CI) (CA INDEX NAME) 
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RN 4452-12-4 CAPLUS 

CN 2-Propen-l-one, l-phenyl-3- (1-piperidinyl) - OCI) (CA INDEX NAME) 



CH= CH- C- Ph 

I 




RN 7633-06-9 CAPLUS 

CN 2-Propen-l-one, 1- (4 -methoxyphenyl) -3 - (1-piperidinyl) - (9CI) (CA INDEX 
NAME) 




N CH= CH- 




OMe 



RN 15150-25-1 CAPLUS 

CN Benzamide, N-cyano- {8CI, 9CI) (CA INDEX NAME) 



Ph-C-NH-CN 

RN 18096-70-3 CAPLUS 

CN 2-Propen-l-one, 3- (dimethylamino) -1- (4-methoxyphenyl) - (9CI) (CA INDEX 
NAME) 



MeO 




C- CH= CH- NMe2 



RN 18103-98-5 CAPLUS 

CN 2-Propen-l-one, 3 - (dimethylamino) -1- (4 -methylphenyl) - (9CI) (CA INDEX 
NAME) 
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Me 




•CH= CH- NMe2 



RN 22378-57-0 CAPLUS 

CN 4-Pyridinecarboxamide, 3- (benzoylamino) -2 , 6-dimethyl- (9CI) (CA INDEX 
NAME) 



Me 



.Me 



Ph- C— NH 

C-NH2 

II 

O 

RN 23652-89-3 CAPLUS 

CN 2-Propen-l-one, 3 - amino -1 -phenyl - , (2Z) - (9CI) 



(CA INDEX NAME) 



Double bond geometry as shown. 



P NH2 

Z 



Ph 




RN 31919-75-2 CAPLUS 

CN 2-Propen-l-one, 3- (dimethylamino) -1 -phenyl - , (2Z) - (9CI) (CA INDEX NAME) 
Double bond geometry as shown. 



Me2 



Ph 



RN 58764-54-8 CAPLUS 

CN 2-Propen-l-one, 1- (4 -methylphenyl) -3 - (1-piperidinyl) - (9CI) (CA INDEX 
NAME) 



Me 
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RN 70026-91-4 CAPLUS 

CN 4-Pyridinecarboxylic acid, 5 - [ [ (benzoylamino) thioxomethyj:! amino] -2 -methyl - 
, ethyl ester (9CI) (CA INDEX NAME) 



Me 



Ph- C- NH- C- NH 



r 



OEt 



RN 81471-37-6 CAPLUS 

CN Methanone, { 2 -amino- 6 -phenyl- 3 -pyridinyl) phenyl- (9CI) (CA INDEX NAME) 



C-Ph 

II 

O 



RN 81471-39-8 CAPLUS 

CN Methanone, [2-amino-6- (4 -chlorophenyl) - 3 -pyridinyl] phenyl- (9CI) (CA 
INDEX NAME) 



H2N^ .N 



Ph— C 

II 

O 




CI 



RN 81471-40-1 CAPLUS 

CN Methanone, [2-amino-6- (4 -f luorophenyl) -3 -pyridinyl] phenyl- (9CI) (CA 
INDEX NAME) 



H2N\ /N 



Ph- C 
O 





RN 81471-43-4 CAPLUS 

CN Methanone, [2-amino-6- (2-naphthalenyl) -3 -pyridinyl] phenyl- (9CI) (CA 
INDEX NAME) 
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NH2 




RN 82417-89-8 CAPLUS 

CN 3-Pyridinecarboxylic acid, 2- (benzoylamino) -4 , 6-dimethyl- , ethyl ester 
(9CI) (CA INDEX NAME) 




RN 83584-44-5 CAPLUS 

CN Methanone, (2-amino-6-methyl-3-pyridinyl)phenyl- (9CI) (CA INDEX NAME) 




RN 112084-93-2 CAPLUS 

CN Benzamide, N- {3 -cyano-2-pyridinyl) - (9CI) (CA INDEX NAME) 




RN 112085-02-6 CAPLUS 

CN Benzamide, N- [3- [ (hydroxy ami no) iminomethyl] -2-pyridinyl] - (9CI) (CA INDEX 
NAME) 
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^NH-C— Ph 



C-NH— OH 

II 

NH 



RN 122324-23-6 CAPLUS 

CN Benzenepropanenitrile, p-oxo-a- [(3,4,5- 

trimethoxyphenyl) methylene] - (9CI) (CA INDEX NAME) 




RN 12 3 910-84-9 CAPLUS 

CN Benzoic acid, 4 - [5 , 5 -dicyano-3 - (ethoxymethylene) -4-pentenyl] - , methyl 
ester (9CI) {CA INDEX NAME) 



0 

II 

MeO- C 




EtO- CH CN 

II I 

CH2- CH2- C- CH= C" CN 



RN 131910-99-1 CAPLUS 

CN 2-Propen-l-one, 3-amino-l- (4-methoxyphenyl) - (9CI) (CA INDEX NAME) 




RN 143505-02-6 CAPLUS 

CN 5-Pyrimidinepropanenitrile, 6 -amino -a -benzoyl -1, 2 , 3 , 4-tetrahydro-2 , 4- 
dioxo-p- (3,4,5 - trimethoxyphenyl ) - (9CI) (CA INDEX NAME) 
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CN O 




OMe 



RN 143505-03-7 CAPLUS 

CN S-Pyrimidinepropanenitrile, 6 -amino-a -benzoyl -1, 2,3, 4 -tetrahydro-1, 3- 
dimethyl-2,4-dioxo-p- (3,4,5-trimethoxyphenyl) - (9CI) (CA INDEX NAME) 



OMe CN O 




RL: RGT (Reagent) ; RACT (React ant or reagent) 
(preparation of pyridopyrimidines) 
RN 13824-96-9 CAPLUS 

CN Hypobromous acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 



Br— OH 



• Na 

IT 38373-64'7P 52393-77'8P 123910-81-6P 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(preparation of pyridopyrimidines) 
RN 38373-64-7 CAPLUS 

CN Methanone, phenyl (3, 4, 5, 6-tetrachloro-2-pyridinyl) - (9CI) (CA INDEX NAME) 
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O 




CI 



RN 52393-77-8 CAPLUS 

CN Pyrido[3,4-d]pyrimidin-4 (3H) -one, 2 -amino- 3 -benzoyl -6 -methyl- (9CI) {CA 
INDEX NAME) 




RN 123910-81-6 CAPLUS 

CN Benzoic acid, 4- [2- (2-amino-l, 4 -dihydro-4-oxopyrido [2 , 3-d] pyrimidin-6- 
yDethyl]-, methyl ester (9CI) (CA INDEX NAME) 
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CAPLUS COPYRIGHT 2006 ACS on STN 
2003:251382 CAPLUS 
139:223688 

Allosteric interactions and QSAR: 
ligand hydrophobicity 

Hansch, Corwin; Garg, Rajni; Kurup, Alka; Mekapati, 
Suresh Babu 

Department of Chemistry, Pomona College, 
CA, 91711, USA 

Bioorganic & Medicinal Chemistry (2003) , 
2075-2084 

CODEN: BMECEP; ISSN: 0968-0896 , 
Elsevier Science Ltd. 
Journal 
English 



on the role of 



Claremont., 
11(9), 
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AB A Study of a very large database of QSAR (9100) has uncovered a few 

unusual examples where as one increases the hydrophobicity of the members 
of a set of congeners, activity decreases until at a certain point, 
activity begins to increase. Obviously a change in mechanism is involved. 
The only way we have found to rationalize this unusual event is by a 
change in the structure of the receptor. We have found this to occur with 
Hb, a substance first used to define allosteric reactions. 

IT 72080-83-2 104457-91-2 172476-21-0 
591721-53-8 591721-54-9 591721-55-0 
591721-56-1 

RL: PAC (Pharmacological activity); PRP (Properties); BIOL (Biological 
study) 

(MAO inhibition; parabolic relationship between ligand hydrophobicity 
and activity in QSAR studies in relation to allosteric interactions) 
RN 72080-83-2 CAPLUS 

CN Carbamic acid, (2-aminoethyl) - , phenylmethyl ester (9CI) (CA INDEX NAME) 



0 

II 

Ph- CH2- C- NH- CH2-~ CH2— NH2 
RN 104457-91-2 CAPLUS 

CN Carbamic acid, (2-aminoethyl) - , ( 4 -nitrophenyl) methyl ester (9CI) (CA 
INDEX NAME) 




CH2— O- C- NH~ CH2- CH2— NH2 



RN 172476-21-0 CAPLUS 

CN Carbamic acid, (2-aminoethyl)-, (4 -met hoxyphenyl) methyl ester (9CI) (CA 
INDEX NAME) 




CH2— O— C— NH— CH2~ CH2-^ NH2 



RN 591721-53-8 CAPLUS 

CN Carbamic acid, (2-aminoethyl)-, (4 -chlorophenyl) methyl ester (9CI) (CA 
INDEX NAME) 
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CH2- O- C- NH- CH2- CH2- NH2 



591721-54-9 CAPLUS 

Carbatnic acid, (2-aminoethyl) - , (2 -chlorophenyl) methyl ester (9CI) (CA 
INDEX NAME) 



. CH2- 0- C- NH- CH2- CH2- NH2 



CI 



591721-55-0 CAPLUS 

Carbamic acid, (2 -aminoethyl) - , (2 , 4 -di chlorophenyl) methyl ester (9CI) 
(CA INDEX NAME) 



C- NH- CH2- CH2- NH2 



591721-56-1 CAPLUS 
Carbamic acid, (2-aminoethyl) 
(CA INDEX NAME) 



(3,4-dichlorophenyl)methyl ester (9CI) 




0 
II 

CH2- O- C- NH- CH2- CH2- NH2 



93-08-3 

RL: PAC (Pharmacological activity); PRP (Properties); BIOL (Biological 
study) 

(binding to Hb; parabolic relationship between ligand hydrophobicity 
and activity in QSAR studies in relation to allosteric interactions) 
93-08-3 CAPLUS 

Ethanone, 1- (2-naphthalenyl) - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 



Page 223 



Freistein- 10/531171 - : ? 



12/04/2006 




IT 15541-45-4 , Bromate 

RL: RCT (React ant) ; RACT (Reactant or reagent) 

(compound reduction by; parabolic relationship between ligand hydrophobicity 
and activity in QSAR studies in relation to allosteric interactions) 
RN 15541-45-4 CAPLUS 

CN Bromate (8CI, 9CI) (CA INDEX NAME) 




IT 99-61-6 552-89-6 619-73-8 1144-74-7 

RL: PRP (Properties); RCT (Reactant); RACT (Reactant or reagent) 

(reduction of by milk xanthine oxidase; parabolic relationship between 
ligand hydrophobicity and activity in QSAR studies in relation to 
allosteric interactions) 
RN 99-61-6 CAPLUS 

CN Benzaldehyde, 3-nitro- (9CI) (CA INDEX NAME) 




RN 552-89-6 CAPLUS 

CN Benzaldehyde, 2-nitro- (9CI) (CA INDEX NAME) 




RN 619-73-8 CAPLUS 

CN Benzenemethanol, 4-nitro- (9CI) (CA INDEX NAME) 




RN 1144-74-7 CAPLUS 

CN Methanone, (4 -nitrophenyl) phenyl- (9CI) (CA INDEX NAME) 
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IT 62-23-7 100-19-6 555-16-8, properties 
619-50-1 619-72-7 619-80-7 

RL: PRP (Properties); RCT (Reactant) ; RACT (Reactant or reagent) 

(reduction of; parabolic relationship between ligand hydrophobicity and 
activity in QSAR studies in relation to allosteric interactions) 
RN 62-23-7 CAPLUS 

CN Benzoic acid, 4-nitro- (9CI) (CA INDEX NAME) 




RN 100-19-6 CAPLUS 

CN Ethanone, 1- (4-nitrophenyl) - (9CI) (CA INDEX NAME) 




RN 555-16-8 CAPLUS 

CN Benzaldehyde, 4-nitro- (9CI) (CA INDEX NAME) 




RN 619-50-1 CAPLUS 

CN Benzoic acid, 4-nitro-, methyl ester (9CI) (CA INDEX NAME) 



O 

II 
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RN 619-72-7 CAPLUS 

CN Benzonitrile, 4-nitro- (9CI) (CA INDEX NAME) 




RN 619-80-7 CAPLUS 

CN Benzamide, 4-nitro- (901) (CA INDEX NAME) 
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36 CAPLUS COPYRIGHT 2 006 ACS on STN 
2002 : 720857 CAPLUS 
137:347772 

Use of mechanism-based structure-activity 
relationships analysis in carcinogenic potential 
ranking for drinking water disinfection by-products 
Woo, Yin-Tak; Lai, David; McLain, Jennifer L.; 
Manibusan, Mary Ko; Dellarco, Vicki 
Office of Prevention, Pesticides, and Toxic 
Substances, Risk Assessment Division, U.S. 
Environmental Protection Agency, Washington, DC, USA 
Environmental Health Perspectives Supplements (2002) , 
110(1), 75-87 

CODEN: EHPSEO; ISSN: 1078-0475 

National Institute of Environmental Health Sciences 
Journal ; General Review 

English 

Disinfection byproducts (DBPs) are formed when disinfectants such as 
chlorine, chloramine, and ozone react with organic and inorg. matter in 
water. The observations that some DBPs such as trihalomethanes (THMs) , 
di-/trichloroacetic acids, and 3 -chloro-4 - (dichloromethyl) -5-hydroxy-2 (5H) - 
furanone (MX) are carcinogenic in animal studies have raised public 
concern over the possible adverse health effects of DBPs. To date, 
several hundred DBPs have been identified. To prioritize research 
efforts, an in-depth, mechanism-based structure-activity relationship 
anal . , supplemented by extensive literature search for genotoxicity and 
other data, was conducted for ranking the carcinogenic potential of DBPs 
that met the following criteria: (a) detected in actual drinking water 
samples, (b) have insufficient cancer bioassay data for risk assessment, 
and (c) have structural features/alerts or short-term predictive assays 
indicative of carcinogenic potential. A semiquant. concern rating scale 
of low, marginal, low-moderate, moderate, high-moderate, and high was used 
along with delineation of scientific rationale. Of the 209 DBPs analyzed. 



AUTHOR (S) 



CORPORATE SOURCE: 



SOURCE 



PUBLISHER: 
DOCUMENT TYPE 
LANGUAGE : 
AB 
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20 were of priority concern with a moderate or high-moderate rating. Of 
these, four were structural analogs of MX and five were haloalkanes that 
presumably will be controlled by existing and future THM regulations. The 
other eleven DBFs, which included halonitriles (6), haloketones (2), 
haloaldehyde (1), halonitroalkane (1), and dialdehyde (1), are suitable 
priority candidates for future carcinogenicity testing and/or mechanistic 
studies . 

es-SS'O, Benzoic acid, biological studies 88-99-3, 

1, 2-Benzenedicarboxylic acid, biological studies 99-04-7, 

3- Methylbenzoic acid 99-06-9, 3 -Hydroxybenzoic acid, biological 
studies 99-50-3, 3 , 4 -Dihydroxybenzoic acid 99-94-5, 

4- Methylbenzoic acid 100-47-0 , Benzonitrile , biological studies 
121-91-5 , 1, 3-Benzenedicarboxylic acid, biological studies 
528-44-9, 1, 2 , 4-Benzenetricarboxylic acid 536-60-7 

554-95-0, 1,3,5-Benzenetricarboxylic acid 569-51-7, 

1, 2 , 3-Benzenetricarboxylic acid 1009-61-6 5359-04-6 , 

1- [4- (1-Methylethenyl) phenyl] ethanone 14380-62-2 , Hypobromite 

54549-72-3, 1- [4- ( 1 -Hydroxy- 1-methylethyl) phenyl] -ethanone 

RL: ADV (Adverse effect, including toxicity); POL (Pollutant); BIOL 

(Biological study) ; OCCU (Occurrence) 

(use of mechanism-based structure-activity relationships anal, in 
carcinogenic potential ranking for drinking water disinfection 
byproducts) 
65-85-0 CAPLUS 

Benzoic acid (701, SCI, 9CI) (CA INDEX NAME) 




OH 



88-99-3 CAPLUS 

1, 2-Benzenedicarboxylic acid (9CI) 



(CA INDEX NAME) 



XO2H 



^C02H 



99-04-7 CAPLUS 

Benzoic acid, 3-methyl- (9CI) 



(CA INDEX NAME) 



CO2H 



99-06-9 CAPLUS 

Benzoic acid, 3 -hydroxy - 



(901) (CA INDEX NAME) 
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RN 99-50-3 CAPLUS 

CN Benzoic acid, 3 , 4-di hydroxy- {9CI) (CA INDEX NAME) 




OH 



RN 99-94-5 CAPLUS 

CN Benzoic acid, 4-methyl- (9CI) (CA INDEX NAME) 




RN 100-47-0 CAPLUS 

CN Benzonitrile (SCI, 9CI) (CA INDEX NAME) 




RN 121-91-5 CAPLUS 

CN 1, 3-Ben2enedicarboxylic acid (9CI) (CA INDEX NAME) 




RN 52 8-44-9 CAPLUS 

CN 1,2,4-Benzenetricarboxylic acid {8CI, 9CI) (CA INDEX NAME) 
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CO2H 



RN 536-60-7 CAPLUS 

CN Benzenemethanol, 4- (l-methylethyl) - (9CI) (CA INDEX NAME) 




HO- CH2 

RN 554-95-0 CAPLUS 

CN 1,3,5-Benzenetricarboxylic acid (8CI, 9CI) (CA INDEX NAME) 




CO2H 



RN 569-51-7 CAPLUS 

CN 1,2,3-Benzenetricarboxylic acid (8CI, 9CI) (CA INDEX NAME) 



CO2H 




RN 1009-61-6 CAPLUS 

CN Ethanone, 1 , 1 • - (1 , 4 -phenylene) bis- {9CI) (CA INDEX NAME) 




Ac 

RN 5359-04-6 CAPLUS 

CN Ethanone, 1- [4- (1 -met hylethenyl) phenyl ] - (9CI) (CA INDEX NAME) 
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Ac 

RN 14380-62-2 CAPLUS 

CN Hypobromite (6CI, 8CI, 9CI) (CA INDEX NAME) 
B3r-0- 

RN 54549-72-3 CAPLUS 

CN Ethanone, 1- [4- (1-hydroxy-l-methylethyl) phenyl] - (9CI) (CA INDEX NAME) 
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CAPLUS COPYRIGHT 2006 ACS on STN 
2002:348564 CAPLUS 
137 :140317 

Study on the bromination of deactivated aromatics 
Chen, Hong-Biao; Lin, Yuan-Bin; Liu, Zheng-Chun; Liu, 

Zhan-Peng 

College of Chemistry, Xiangtan University, Xiangtan, 
411105, Peop. Rep. China 
Youji Huaxue (2002), 22(5), 371-374 
CODEN: YCHHDX; ISSN: 0253-2786 
Kexue Chubanshe 
Journal 
Chinese 

CASREACT 137:140317 
Bromination of deactivated aroms. has been studied in detail. Some 
deactivated aroms. such as trif luoromethylbenzene could be brominated with 
good results by using KBr03-H2S04 as brominating reagent. The effects of 
reaction conditions, such as concentration and quantity of sulfuric acid, 
reaction temperature and different deactivated groups are investigated. 
65-85-0, Benzoic acid, reactions 88-99-3, Phthalic acid, 
reactions 93-58-3, Methyl benzoate 98-86-2, 
Acetophenone, reactions 99-91-2, p-Chloroacetophenone 
100-21-0, Terephthalic acid, reactions 100-47-0, 
Benzonitrile, reactions 122-00-9, p-Methylacetophenone 
131-11-3, Dimethyl phthalate 7758-01-2 , Potassium 
bromate 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 



CORPORATE SOURCE: 

SOURCE : 

PUBLISHER: 
DOCUMENT TYPE: 
LANGUAGE : 
OTHER SOURCE (S) : 
AB 
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(bromination of deactivated aroms . ) 
RN 65-85-0 CAPLUS 

CN Benzoic acid (7CI, SCI, 9CI) (CA INDEX NAME) 




RN 88-99-3 CAPLUS 

CN 1,2-Benzenedicarboxylic acid (9CI) (CA INDEX NAME) 



.CO2H 



^C02H 



RN 93-58-3 CAPLUS 

CN Benzoic acid, methyl ester (6CI, 8CI, 9CI) 



(CA INDEX NAME) 



O 

II 

Ph- C— OMe 



RN 98-86-2 CAPLUS 

CN Ethanone, 1-phenyl- (9CI) (CA INDEX NAME) 



O 

II 




RN 99-91-2 CAPLUS 

CN Ethanone, 1- (4-chlorophenyl) - (9CI) (CA INDEX NAME) 



CI 



Ac 



RN 100-21-0 CAPLUS 

CN 1,4-Benzenedicarboxylic acid (9CI) 



(CA INDEX NAME) 
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HO2C 




CO2H 



RN 100-47-0 CAPLUS 

CN Benzonitrile (SCI, 9CI) (CA INDEX NAME) 




RN 122-00-9 CAPLUS 

CN Ethanone, 1- {4-methylphenyl) - (9CI) (CA INDEX NAME) 




RN 131-11-3 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, dimethyl ester (9CI) (CA INDEX NAME) 




RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt (SCI, 9CI) (CA INDEX NAME) 




IT 70-11-lP , 2 -Bromoacetophenone 585-76-2P , 3 -Bromobenzoic 
acid SSS-SS'SP, 2 -Bromoterephthalic acid 618-89-39, 
Methyl 3 -bromobenzoate 2142-63-4P, 3 -Bromoacetophenone 
6952'59-6P, 3 -Bromobenzonitrile 6968'28-lP, 
4-Bromophthalic acid 40180-80'lP, Ethanone, 1- (3-bromo-4- 
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methylphenyl) - 54826-14-lP, Ethanone, 1- (3-bromo-4-chlorophenyl) 

87639'57-4P, Dimethyl 4 -bromophthalate 
RL: SPN (Synthetic preparation); PREP (Preparation) . 
(bromination of deactivated aroms.) 
RN 70-11-1 CAPLUS 

CN Ethanone, 2 -bromo-1 -phenyl- (9CI) (CA INDEX NAME) 



0 

II 

C- CH2Br 



RN 585-76-2 CAPLUS 

CN Benzoic acid, 3-bromo- (9CI) (CA INDEX NAME) 




RN 586-35-6 CAPLUS 

CN l,4-Ben2enedicarboxylic acid, 2-bromo- (9CI) (CA INDEX NAME) 




Br 



RN 618-89-3 CAPLUS 

CN Benzoic acid, 3-bromo-, methyl ester. (9CI) (CA INDEX NAME) 




O 



RN 2142-63-4 CAPLUS 

CN Ethanone, 1- (3-bromophenyl) - '(9CI) (CA INDEX NAME) 




Br Ac 

RN 6952-59-6 CAPLUS 

CN Benzonitrile, 3-bromo- (9CI) (CA INDEX NAME) 
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RN 6968-28-1 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, 4-bromo- (9CI) (CA INDEX NAME) 




CO2H 

RN 40180-80-1 CAPLUS 

CN Ethanone, 1- {3-bromo-4-methylphenyl) - (9CI) (CA INDEX NAME) 




Br 



RN 54826-14-1 CAPLUS 

CN Ethanone, 1- (3 -bromo-4 -chlorophenyl) - {9CI) (CA INDEX NAME) 



CI 




RN 8763 9-57-4 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, 4-bromo-/ dimethyl ester {9CI) (CA INDEX 
NAME) 



Br 




O 
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TITLE: Studies on transition-metal nitrido and oxo complexes. 

Part 20. Oxoruthenates and oxoosmates in oxidation 
catalysis; cis- [Os (OH) 204] 2- as a catalytic oxidant 
for primary amines and for alcohols 
Griffith, William P.; Suriaatmaja, Maria 
Department of Chemistry, Imperial College of Science, 
Technology and Medicine, London, SW7 2AY, UK 
Canadian Journal of Chemistry (2001), 79(5/6), 598-606 
CODEN: CJCHAG; ISSN: 0008-4042 
National Research Council of Canada 
Journal 
English 

AB Cis- tOs (OH) 204] 2- with [Fe(CN)6]3- and other co-oxidants has been studied 

as a catalytic reagent for the oxidative dehydrogenation of primary aromatic 
and aliphatic amines to. nitriles, the oxidation of primary ales, to carboxylic 
acids and of secondary ales, to Icetones. Electronic and Raman 
spectroscopy have been used to elucidate the nature of the oxoruthenates 
and oxo-osmates present in a number of reported organic oxidns. catalyzed by 
ruthenium and osmium species . 
IT 15541-45-4 , Bromate 

RL: CAT (Catalyst use); USES (Uses) 

(studies on transition-metal nitrido and oxo complexes and 
oxoruthenates and oxoosmates in oxidation catalysis and cis- [Os (OH) 204] 2- 
as catalytic oxidant for primary amines and for ales.) 
RN 15541-45-4 CAPLUS 

CN Bromate (SCI, 9CI) (CA INDEX NAME) 
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— 0- 



IT 100-51-6, Benzyl alcohol, reactions 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(studies on transition-metal nitrido and oxo complexes and 
oxoruthenates and oxoosmates in oxidation catalysis and cis- [Os (OH) 204] 2- 
as catalytic oxidant for primary amines and for ales.) 

RN 100-51-6 CAPLUS 

CN Benzenemethanol {9CI) (CA INDEX NAME) 



HO- CH2-Ph 

IT 65-85-09, Benzoic acid, preparation 100-47-OP, 

Benzonitrile, preparation 623-00-7P , 4 -Bromobenzonitrile 
623-03-OP , 4-Chlorobenzonitrile 873-32-5P , 

2- Chlorobenzonitrile 874-90-8P, 4 -Methoxybenzonitrile 
2042-37-7P, 2 -Bromobenzonitrile 6952-59-6P, 

3 - Bromobenzonitrile 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(studies on transition-metal nitrido and oxo complexes and 
oxoruthenates and oxoosmates in oxidation catalysis and cis- [Os (OH) 204] 2- 
as catalytic oxidant for primary amines and for ales.) 
RN 65-85-0 CAPLUS 
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RN 100-47-0 CAPLUS 

CN Benzonitrile (SCI, 9CI) (CA INDEX NAME) 




RN 623-00-7 CAPLUS 

CN Benzonitrile, 4-bromo- (9CI) (CA INDEX NAME) 




Br 



RN 623-03-0 CAPLUS 

CN Benzonitrile, 4-chloro- (9CI) (CA INDEX NAME) 




RN 873-32-5 CAPLUS 

CN Benzonitrile, 2-chloro- {9CI) (CA INDEX NAME) 




RN 874-90-8 CAPLUS 

CN Benzonitrile, 4-methoxy- (9CI) (CA INDEX NAME) 
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MeO 




CN 



RN 2042-37-7 CAPLUS 

CN Benzonitrile, 2-bromo- (9CI) (CA INDEX NAME) 




Br 



RN 6952-59-6 CAPLUS 

CN Benzonitrile, 3-bromo- (9CI) (CA INDEX NAME) 
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2001:578597 CAPLUS 
.135:124156 

Bactericide con±>inations in detergents 

Elsmore, Richard; Houghton, Mark Phillip 

Robert McBride Ltd., UK 

Brit. UK Pat. Appl . , 53 pp. 

CODEN: BAXXDU 

Patent 

English 

1 



PATENT NO. 



KIND DATE 



APPLICATION NO. 



DATE 



GB 2354771 
PRIORITY APPLN. 
AB 



Al 



20010404 



IT 



GB 1999-23253 19991001 
INFO.: GB 1999-23253 19991001 

The detergent comprises a bactericide in combination with an anionic, 
cationic, nonionic or amphoteric surfactant which has a C12-18 a Iky 1 group 
as the longest chain attached to the hydrophilic moiety. Creduret 50 
(hydrogenated ethoxylated" castor oil) 50, citric acid 12, formalin 10, 
sodium alkyl benzene sulfonate (C12-20) alkyl 1, perfume white line 0.5, 
detergent enzyme savingase 0.2, and bactericide Pr 4 -hydroxybenzoate 1.0 
parts formed a detergent, showing reduction activity after contact 2. 
50-65-7 51-03-6 54-21-7 65-85-0, 
Benzoic acid, uses 69-72-7, uses 81-14-1 
84-66-2 84-74-2 85-91-6 '87-10-5 
87-17-2 87-20-7 87-22-9 90-17-5 
93-59-4, Benzenecarboperoxoic acid 93-89-0 
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94-13-3 94-18-8 94-26-8 94-36-0, 

uses 99-76-3 100-51-6 , Benzenemethanol , uses 

100-52-7, Benzaldehyde, uses 102-17-0 104-21-2 

104-87-0 114-63-6 115-32-2 118-55-8 

118-58-1 119-36-8 119-61-9, uses 

120-47-8 120-50-3 120-51-4 120-57-0, 

1, 3-Benzodioxole-5-carboxaldehyde 121-32-4 121-33-5 

123-11-5, uses 131-11-3 134-20-3 

134-62-3 140-11-4 532-32-1 536-60-7 

582-25-2 620-23-5 643-79-8, 

1, 2-Benzenedicarboxaldehyde 991-42-4 1085-12-7 

1696-17-9 1777-82-8 1897-45-6 

2019-69-4 2050-08-0 2090-05-3 

2491-38-5 2527-57-3 2527-58-4 

4191-73-5 4247-02-3 4342-36-3 

4707-47-5 5026-62-0 5153-25-3 

5437-45-6 7491-21-6 10345-79-6 



13517 


-11- 


8, 


Hypobromous acid 13824-96-9 


14548 


-60- 


8 


15323 


-35 


-0 


18181- 


80- 


■1 


21145 


-77- 


7 


21757 


-82 


-4 


22248- 


79- 


9 


25628 


-84- 


6 


26002 


-80 


-2 


28772- 


56- 


7 


34911 


-46- 


1 


35285 


-68 


-8 


35285- 


69- 


9 


35367 


-38- 


5 


35445 


-70 


-6 


35554- 


44- 


0 


39515 


-40- 


7 


41877 


-16 


-1 


51630- 


58- 


1 


52315 


-07- 


8 


52645 


-53 


-1 


52918- 


63- 


5 


60168 


-88- 


9 


64628 


-44 


-0 


64988- 


06- 


3 


66841 


-25- 


6 


67634 


-12 


-2 


67801- 


44- 


9 


67801 


-47- 


2 


68085 


-85 


-8 


68359- 


37- 


5 


81867 


-37- 


0 


82657 


-04 


-3 


86479- 


06- 


3 


91465 


-08- 


6 


93345 


-88 


-1 


94361- 


06- 


5 



101463-69-8 102851-06-9 103055-07-8 
108080-74-6 118712-89-3 122538-65-2 

RL: BUU (Biological use, unclassified); NUU (Other use, unclassified); 
BIOL (Biological study) ; USES (Uses) 

(bactericide combinations in detergents) 
RN 50-65-7 CAPLUS 

CN Benzamide, 5-chloro-N- (2-chloro-4-nitrophenyl) -2-hydroxy- (9CI) (CA INDEX 
NAME) 




RN 51-03-6 CAPLUS 

CN 1, 3-Benzodioxole, 5- [ [2- { 2 -butoxyethoxy) ethoxy] methyl] -6-propyl- (9CI) 
(CA INDEX NAME) 
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n-Pr 



n-BuO— CH2- CH2- O- CH2- CH2- O- CH2 




RN 54-21-7 CAPLUS 

CN Benzoic acid, 2 -hydroxy-, monosodium salt {9CI) (CA INDEX NAME) 




CO2H 



OH 



Na 



RN 65-85-0 CAPLUS 

CN Benzoic acid {7CI, SCI, 9CI) (CA INDEX NAME) 




O 

II 

C-OH 



RN 69-72-7 CAPLUS 

CN Benzoic acid, 2-hydroxy- (9CI) (CA INDEX NAME) 




CO2H 



OH 



RN 81-14-1 CAPLUS 

CN Ethanone, 1- [4- (1 , 1-dimethylethyl) -2 , 6-dimethyl-3 , 5-dinitrophenyl] - (9CI) 
(CA INDEX NAME) 



NO2 

Me 1 ^Bu-t 



Ac I 'NO2 
Me 
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RN / 84-66-2 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, diethyl ester (9CI) (CA INDEX NAME) 




RN 84-74-2 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, dibutyl ester (9CI) (CA INDEX NAME) 




RN 85-91-6 CAPLUS 

CN Benzoic acid, 2- (methylamino) - , methyl ester (9CI) 



(CA INDEX NAME) 



O 

II 

C— OMe 



"NHMe 



RN 87-10-5 CAPLUS 

CN Benzamide, 3 , 5-dibromo-N- (4-bromophenyl) -2-hydroxy- {9CI) (CA INDEX NAME) 



O 




Br 



RN 87-17-2 CAPLUS 

CN Benzamide, 2- hydroxy -N -phenyl- (9CI) (CA INDEX NAME) 
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O 

II 

C-NHPh 
OH 

RN 87-20-7 CAPLUS 

CN Benzoic acid, 2 -hydroxy-, 3-methylbutyl ester (9CI) (CA INDEX NAME) 



O 

II 

C- 0-~ CH2~ CH2-- CHMe2 



OH 

RN 87-22-9 CAPLUS 

CN Benzoic acid, 2 -hydroxy-, 2 -phenylethyl ester (9CI) (CA INDEX NAME) 



O 

II 

C- O— CH2^ CH2- Ph 
OH 

RN 90-17-5 CAPLUS 

CN Benzenemethanol, a- (trichloromethyl) - , acetate (9CI) (CA INDEX 
NAME) 

Ph 

I 

AcO-CH— CCI3 

RN 93-59-4 CAPLUS 

CN Benzenecarboperoxoic acid (9CI) (CA INDEX NAME) 



0 

II 

Ph-C— 0- OH 

RN 93-89-0 CAPLUS 

CN Benzoic acid, ethyl ester (6CI, 8CI, 9CI) (CA INDEX NAME) 



0 

II 

Ph-- C- OEt 
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94-13-3 CAPLUS 

Benzoic acid, 4-hydroxy-, propyl ester (9CI) (CA INDEX NAME) 



0 

II 

C— OPr-n 



94-18-8 CAPLUS 

Benzoic acid, 4-hydroxy-, phenylmethyl ester (9CI) (CA INDEX NAME) 



C- O- CH2— Ph 



94-26-8 CAPLUS 

Benzoic acid, 4-hydroxy-, butyl ester (9CI) (CA INDEX NAME) 



0 

C— OBu-n 



94-36-0 CAPLUS 

Peroxide, dibenzoyl (9CI) (CA INDEX NAME) 



O 

il 



- O- O- C- Ph 
99-76-3 CAPLUS 

Benzoic acid, 4-hydroxy-, methyl ester (9CI) (CA INDEX NAME) 



OMe 



100-51-6 CAPLUS 

Benzenemethanol (9CI) (CA INDEX NAME) 
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HO- CH2-Ph 



RN 100-52-7 CAPLUS 

CN Benzaldehyde {7CI, SCI, 9CI) (CA INDEX NAME) 




RN 102-17-0 CAPLUS 

PN Benzeneacetic acid, ( 4 -methoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



0 

II 

0- C- CH2- Ph 



RN 104-21-2 CAPLUS 

CN Benzenemethanol , 4-methoxy-, acetate (9CI) (CA INDEX NAME) 




CH2~ OAc 



RN 104-87-0 CAPLUS 

CN Benzaldehyde,. 4 -methyl- (9CI) (CA INDEX NAME) 




Me 



RN 114-63-6 CAPLUS 

CN Benzoic acid, 4-hydroxy-, monosodium salt (9CI) (CA INDEX NAME) 
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• Na 



RN 115-32-2 CAPLUS 

CN Benzenemethanol, 4-chloro-a- (4 -chlorophenyl) -a- 
(trichloromethyl) - (9CI) (CA INDEX NAME) 



CCI3 




RN 118-55-8 CAPLUS 

CN Benzoic acid, 2-hydroxy-, phenyl ester (9CI) (CA INDEX NAME) 



O 

II 




RN 118-58-1 CAPLUS 

CN Benzoic acid, 2-hydroxy-, phenylmethyl ester (9CI) (CA INDEX NAME) 



O 

II 




RN 119-36-8 CAPLUS 

CN Benzoic acid, 2-hydroxy-, methyl ester (9CI) (CA INDEX NAME) 
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RN 119-61-9 CAPLUS 

CN Methanone, diphenyl- (9CI) (CA INDEX NAME) 



O 

II 

Ph— C— Ph 

RN 120-47-8 CAPLUS 

CN Benzoic acid, 4 -hydroxy-, ethyl ester {9CI) (CA INDEX NAME) 



O 




RN 120-50-3 CAPLUS 

CN Benzoic acid, 2 -methylpropyl ester (9CI) (CA INDEX NAME) 



O 

II 

C— OBu-i 



RN 120-51-4 CAPLUS 

CN Benzoic acid, phenylmethyl ester (9CI) (CA INDEX NAME) 



O 

Ph— C- O- CH2- Ph 



RN 120-57-0 CAPLUS 

CN 1, 3-Benzodioxole-5-carboxaldehyde (9CI) (CA INDEX NAME) 




RN 121-32-4 CAPLUS 

CN Benzaldehyde, 3-ethoxy-4-hydroxy- (6CI, SCI, 9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 



Page 245 



Freisteih 10/531171 



12/04/2006 



OEt 




RN 121-33-5 CAPLUS 

CN Benzaldehyde, 4-hydroxy-3-methoxy- OCX) (CA INDEX NAME) 



OMe 




RN 123-11-5 CAPLUS 

CN Benzaldehyde, 4-methoxy- (9CI) (CA INDEX NAME) 




RN 131-11-3 CAPLUS 

CN 1, 2-Benzenedicarboxylic acid, dimethyl ester (9CI) (CA INDEX NAME) 




RN 134-20-3 CAPLUS 

CN Benzoic acid, 2-amino-, methyl ester (9CI) (CA INDEX NAME) 




RN 134-62-3 CAPLUS 

CN Benzamide, N,N-diethyl- 3 -methyl- (9CI) (CA INDEX NAME) 
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RN 140-11-4 CAPLUS 

CN Acetic acid, phenylmethyl ester (9CI) (CA INDEX NAME) 



AcO- CH2- Ph 

RN 532-32-1 CAPLUS 

CN Benzoic acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 




• Na 

RN 536-60-7 CAPLUS 

CN Benzenemethanol, 4- (l-methylethyl) - (9CI) (CA INDEX NAME) 




HO- CH2 



RN 582-25-2 CAPLUS 

CN Benzoic acid, potassium salt (SCI, 9CI) (CA INDEX NAME) 



O 

II 




• K 
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RN 520-23-5 CAPLUS 

CN Benzaldehyde, 3 -methyl- (9CI) (CA INDEX NAME) 



Me 




CHO 



RN 643-79-8 CAPLUS 

CN 1, 2-Benzenedicarboxaldehyde (9CI) (CA INDEX NAME) 




CHO 



CHO 



RN 991-42-4 CAPLUS 

CN . 4 , 7-Methano-lH-isoindole-l, 3 (2H) -dione, 3a, 4 , 7 , 7a-tetrahydro-5- 

(hydroxyphenyl-2-pyridinylmethyl) -8- (phenyl - 2 -pyridinylmethylene) - (9CI) 
(CA INDEX NAME) 



HO Ph 




RN 1085-12-7 CAPLUS 

CN Benzoic acid, 4-hydroxy-, heptyl ester {9CI) (CA INDEX NAME) 



HO' 




C-Or- (CH2)6"Me 



RN 1696-17-9 CAPLUS 

CN Benzamide, N,N-diethyl- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



Ph-C-NEt2 



RN 1777-82-8 CAPLUS 
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CN Benzenemethanol , 2 , 4-dichloro- (9CI) (CA INDEX NAME) 




RN 1897-45-6 CAPLUS 

CN 1, 3-Benzenedicarbonitrile, 2 , 4 , 5, 6-tetrachloro- (9CI) (CA INDEX NAME) 




RN 2019-69-4 CAPLUS 

CN Benzeneacetamide, N, N-diethyl-a-hydroxy- (9CI) (CA INDEX NAME) 



O Ph 

II i 

Et2N- C- CH-OH 

i 

RN 2050-08-0 CAPLUS 

CN Benzoic acid, 2-hydroxy-, pentyl ester (9CI) (CA INDEX NAME) 




C-0— (CH2)4"Me 



OH 



RN 2090-05-3 CAPLUS 

CN Benzoic acid, calcium salt (SCI, 9CI) (CA INDEX NAME) 
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• 1/2 Ca 

RN 2491-38-5 CAPLUS 

CN Ethanone, 2 -bromo-1- (4 -hydroxyphenyl) - (9CI) (CA INDEX NAME) 



O 

II 




RN 2527-57-3 CAPLUS 

CN Benzamide, 2 , 2 ■ -dithiobis- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



O 




RN 2527-58-4 CAPLUS 

CN Benzamide, 2 , 2 • -dithiobis [N-methyl- {6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 




il 

o 



RN 4191-73-5 CAPLUS 

CN Benzoic acid, 4-hydroxy-, 1- methyl ethyl ester {9CI) (CA INDEX NAME) 
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RN 4247-02-3 CAPLUS 

CN Benzoic acid, 4-hydroxy-, 2-methylpropyl ester (9CI) (CA INDEX NAME) 



O 

II 




RN 4342-36-3 CAPLUS 

CN Stannane, (benzoyloxy) tributyl- (SCI, 9CI) (CA INDEX NAME) 



Ph- C- O- Sn (Bu-n) 3 

RN 4707-47-5 CAPLUS 

CN Benzoic acid, 2 , 4-dihydroxy-3 , 6 -dimethyl - , methyl ester (9CI) (CA INDEX 
NAME) 




RN 5026-62-0 CAPLUS 

CN Benzoic acidi 4-hydroxy-, methyl ester, sodium salt (9CI) (CA INDEX NAME) 




• Na 
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RN 5153-25-3 CAPLUS 

CN Benzoic acid, 4 -hydroxy-, 2-ethylhexyl ester (9CI) (CA INDEX NAME) 



RN 5437-45-6 CAPLUS 

CN Acetic acid, bromo-, phenylmethyl ester (9CI) (CA INDEX NAME) 



Ph— CH2~ O— C— CH2Br 

RN 7491-21-6 CAPLUS 

CN Benzoic acid, 2 -hydroxy-, compd. with 1-dodecanamine (1:1) (9CI) (CA 
INDEX NAME) 

CM 1 

CRN 124-22-1 
CMF C12 H27 N 



H2N- {CH2)ll-Me 



CM 2 

CRN 69-72-7 
CMF C7 H6 03 



O Et 



II 




O 




RN 10345-79-6 CAPLUS 

CN Benzamide, 2-chloro-N,N-diethyl- (9CI) (CA INDEX NAME) 



O 

II 




CI 



Searched by John DiNatale x2-2557 



Page 252 



; Freisteln/r0«/53 117.1 - -nei^i_ 10 / ' 12/04/2006 



RN 13517-11-8 CAPLUS 

CN Hypobromous acid (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



Br- OH 



RN 13824-96-9 CAPLUS 

CN Hypobromous acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 



Br- OH 



• Na 



RN 14548-60-8 CAPLUS 

CN Methanol, (phenylmethoxy) - (9CI) (CA INDEX NAME) 



HO- CH2- 0- CH2- Ph 

RN 15323-35-0 CAPLUS 

CN Ethanone, 1- (2 , 3 -dihydro-1 , 1 , 2 ,3,3, 6-hexamethyl-lH-inden-5-yl) - {9CI) (CA 
INDEX NAME) 



Me Me 




RN 18181-80-1 CAPLUS 

CN Benzeneacetic acid, 4 -bromo-a- (4 -bromophenyl) -a-hydroxy- , 
1-methylethyl ester (9CI) (CA INDEX NAME) 



C— OPr-i 




RN 2114 5-77-7 CAPLUS 

CN Ethanone, 1- (5, 6 , 7, 8-tetrahydro-3 , 5 , 5 , 6 , 8, 8-hexamethyl-2 -naphthalenyl) - 
(9CI) (CA INDEX NAME) 
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RN 21757-82-4 CAPLUS 

CN Benzenemethanol, 3 , 4 -dichloro-a- (trichloromethyl) - , acetate {9CI) 
(CA INDEX NAME) 




RN 22248-79-9 CAPLUS 

CN Phosphoric acid, (IZ) -2 -chloro-1- (2 , 4 , 5-trichlorophenyl) ethenyl dimethyl 
ester (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 



MeO 




RN 25628-84-6 CAPLUS 

CN Benzoic acid, 2 - [ (1-oxopropyl) amino] - , methyl ester {9CI) (CA INDEX NAME) 




RN 26002-80-2 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2 -dimethyl -3 - (2 -methyl -1-propenyl) 
( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 
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RN 28772-56-7 CAPLUS 

CN 2H-l-Ben2opyran-2-one, 3- [3- (4 • -bromo[l, 1' -biphenyl] -4-yl) -3 -hydroxy-1- 
phenylpropyl] -4 -hydroxy- (9CI) {CA INDEX NAME) 




Br 



RN 34911-46-1 CAPLUS 

CN Benzeneethanimidoyl chloride, N, 4 -dihydroxy-a-oxo- (9CI) 
NAME) 



(CA INDEX 




RN 35285-68-8 CAPLUS 

CN Benzoic acid, 4-hydroxy-, ethyl ester, sodium salt (9CI) (CA INDEX NAME) 



O 




• Na 



RN 35285-69-9 CAPLUS 

CN Benzoic acid, 4-hydroxy-, propyl ester, sodium salt (9CI) (CA INDEX NAME) 
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HO 




OPr-n 



Na 



RN 35367-38-5 CAPLUS 

CN Benzamide, N- [ [ (4-chlorophenyl) amino] carbonyl] -2 , 6-dif luoro- {9CI) (CA 
INDEX NAME) 




RN 35445-70-6 CAPLUS 

CN Methanol , [ (phenylmethoxy ) methoxy] - { 9CI ) 



(CA INDEX NAME) 



CH2— O- CH2~ 0~ CHa" Ph 
RN 35554-44-0 CAPLUS 

CN IH- Imidazole, 1- [2- (2 , 4-dichlorophenyl) -2- (2-propenyloxy) ethyl] - (9CI) 
(CA INDEX NAME) 



N 




CH2 

CH— O- CH2- CH= CH2 



RN 39515-40-7 CAPLUS 

CN Cyclop ropanecarboxylic acid, 2 , 2-dimethyl-3 - (2 -methyl -l-propenyl) 
cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 
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Me . Me 

X 



Me2C= CH 



■ C- O- CH Kif^ 

O CN 



OPh 



RN 41877-16-1 CAPLUS 

CN Ethanone, 2-bromo-l- {4-hydroxy-2-methylphenyl) - (9CI) (CA INDEX NAME) 




C-CH2Br 



RN 51630-58-1 CAPLUS 

CN Benzeneacetic acid, 4 -chloro-a- (1-methylethyl) - , 

cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



CI 




i-Pr O CN 

I II I 

CH— C— O- CH ^ 




OPh 



RN 52315-07-8 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dichloroethenyl) -2 , 2 -dimethyl- , 
cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



Me Me 

X 



Cl2C= CH 



C- O- CH 



CN 




OPh 



RN 52645-53-1 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dichloroethenyl) -2 , 2 -dimethyl- , 
(3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



Me Me 

X 



Cl2C=CH 



c- o- CH2 — r^^^^^v^ 



OPh 



RN 52918-63-5 CAPLUS 
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CN Cyclopropanecarboxylic acid, 3- (2 , 2-dibromoethenyl) -2 , 2 -dimethyl- , 

(S) -cyano( 3 -phenoxyphenyl) methyl ester, (1R,3R)' (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 60168-88-9 CAPLUS 

CN 5-Pyrimidinemethanol , a- (2 -chlorophenyl) -a- (4 -chlorophenyl) - 
(9CI) (CA INDEX NAME) 




RN 64628-44-0 CAPLUS 

CN Benzamide, 2-chloro-N- [ [ [4- (trifluoromethoxy) phenyl] amino] carbonyl] - (9CI) 
(CA INDEX NAME) 




RN 64988-06-3 CAPLUS 

CN Benzene, 1- (ethoxymethyl) -2 -methoxy- (9CI) (CA INDEX NAME) 



.CH2-0Et 



OMe 



RN 66841-25-6 CAPLUS 

CN Cyclopropanecarboxylic acid, 2 , 2-dimethyl-3 - (1, 2, 2, 2-tetrabromoethyl) 
cyano (3 -phenoxyphenyl) methyl ester {9CI) (CA INDEX NAME) 
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Me Me 




Br3C- CH 

I 

Br 



■ C- O- CH- 

II I 

O CN 




OPh 



RN 67634-12-2 CAPLUS 

CN Benzoic acid, 2- [ [ [4- (4 -hydroxy-4-methylpentyl) -3 -cyclohexen-l- 
yl] methylene] amino] - , methyl ester (901) (CA INDEX NAME) 




CH 

C-OMe 

II 
O 




OH 

(CH2)3-C- Me 
Me 



RN 67801-44-9 CAPLUS 

CN Benzoic acid, 2- (octylideneamino) - , methyl ester (9CI) (CA INDEX NAME) 



N=CH- (CH2) 6'~Me 
C- OMe 

II 

O 



RN 67801-47-2 CAPLUS 

CN Benzoic acid, 2 - [ (3 , 7 -dimethyl-2 , 6-octadienylidene) amino] - , methyl ester 
(9CI) (CA INDEX NAME) 





O 

II 

C-OMe 



Me 



N= CH- CH— C- CH2- CH2— CH= CMe2 



RN 68085-85-8 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2-chloro-3 , 3 , 3-trif luoro-l-propenyl) -2,2- 
dimethyl-, cyano( 3 -phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 
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Me Me 




RN 68359-37-5 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2 -dichloroethenyl ) -2 , 2 -dimethyl - , 
cyano (4 -fluoro-3-phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 



OPh 




O CN 



RN 81867-37-0 CAPLUS 

CN Acetic acid, iodo-, phenylmethyl ester (9CI) (CA INDEX NAME) 



O 

II 

Ph- CH2- 0~ C- CH2 1 

RN 82657-04-3 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- [ (IZ) -2-chloro-3, 3 , 3 - trif luoro-l-propenyl] - 
2, 2 -dimethyl-, (2-methyl [1,1' -biphenyl] -3-yl)methyl ester, (1R,3R) -rel- 
(9CI) (CA INDEX NAME) 

Relative stereochemistry. 
Double bond geometry as shown. 




RN 86479-06-3 CAPLUS 

CN Benzamide, N- [ [ [3 , 5-dichloro-4- (1, 1, 2 , 2-tetrafluoroethoxy) phenyl] amino] car 
bonyl] -2,6-difluoro- (9CI) (CA INDEX NAME) 
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F 

I 0 O 



NH- 




O- CF2"'CHF2 



RN 91465-08-6 CAPLUS 

CN Cyclopropanecarboxylic acid, 3 - [ (IZ) -2 -chloro-3 , 3 , 3-trif luoro-l-propenyl] 
2, 2 -dimethyl-, (R) -cyano (3 -phenoxyphenyl) methyl ester, (lS,3S)-rel- (9CI) 
(CA INDEX NAME) 

Relative stereochemistry. 
Double bond geometry as shown. 



F3C' 



Me Me 




OPh 



RN 93345-88-1 CAPLUS 

CN 2-Propenoic acid, 2 -methyl-, butyl ester, polymer with methyl 
2-methyl-2-propenoate, octyl 2 -propenoate, phenylmethyl 

2-methyl-2-propenoate and tributyl [ (2-methyl-l-oxo-2-propenyl) oxy] stannane 
(9CI) (CA INDEX NAME) 

CM 1 

CRN 2499-59-4 
CMF Cll H20 02 



Me- (CH2)7'-0-C-CH=CH2 



CM 2 

CRN 2495-37-6 
CMF Cll H12 02 



H2C O 
II II 

Me- C- C- O- CH2- Ph 



CM 3 
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CRN 2155-70-6 
CMF C16 H32 02 Sn 



H2C .0 

II II 

Me— C— O— Sn (Bu-n) 3 
CM 4 

CRN 97-88-1 
CMF C8 H14 02 

0 CH2 

II II 

n-BuO— C— C- Me 
CM 5 

CRN 80-62-6 
CMF C5 H8 02 



H2C O 

II II 
Me- C- C- OMe 



RN 94361-06-5 CAPLUS 

CN lH-l,2,4-Triazole-l-ethanol, a- (4 -chlorophenyl) -a- {l- 
cyclopropylethyl) - (9CI) (CA INDEX NAME) 




RN 101463-69-8 CAPLUS 

CN Benzamide, N- [ t [4- [2-chloro~4- (trif luoromethyl) phenoxy] -2- 

f luorophenyl] amino] carbonyl] -2, 6-dif luoro- (9CI) (CA INDEX NAME) 
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RN 102851-06-9 CAPLUS 

CN D-Valine, N- [2-chloro-4- (trifluoromethyl) phenyl] cyano(3- 
phenoxyphenyl) methyl ester (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 




RN 103055-07-8 CAPLUS 

CN Benzamide, N- [ [ [2 , 5-dichloro-4 - ( 1 , 1 , 2 , 3 , 3 , 3 -hexaf luoropropoxy) phenyl] amino 
]carbonyl] -2,6-difluoro- (9CI) (CA INDEX NAME) 




RN 108080-74-6 CAPLUS 

CN 2-Propenoic acid, 2 -methyl-, methyl ester, polymer with butyl 

2-propenoate, tributyl [ (2 -methyl-l-oxo-2-propenyl) oxy] stannane and 
triphenylmethyl 2 -methyl -2-propenoate (9CI) (CA INDEX NAME) 

CM 1 

CRN 19302-93-3 
CMF C23 H20 02 



0 CH2 . 
II- II 

Ph3C-0-C-C-Me 



CM 2 
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CRK 2155-70-6 
CMF C16 H32 02 Sn 



H2C o 

II II 

Me- C- C- O- Sn (Bu-n) 3 



CM 3 

CRN 141-32-2 
CMF C7 H12 02 



O 

II 

n-BuO— C- CH= CH2 



CM 4 



CRN 80-62-6 
CMF C5 H8 02 



Me— C- C- OMe 

RN 118712-89-3 CAPLUS 

CN Cyclopropanecarboxylic acid, 3- (2 , 2-dichloroethenyl) -2 , 2 -dimethyl - , 

(2,3,5,6-tetrafluorophenyl)methyl ester, (1R,3S)- (9CI) (CA INDEX NAME) 



Absolute stereochemistry . 




RN 122538-65-2 CAPLUS 

CN 2-Propenoic acid, 4 -[[ (tributylstannyl ) oxy] carbonyl] phenyl ester, polymer 
with 2-propenenitrile (9CI) {CA INDEX NAME) 



CM 1 



CRN 122536-02-1 
CMF C22 H34 04 Sn 
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H2C= CH— C- 0 




C— O— Sn (Bu-n) 3 



CM 2 

CRN 107-13-1 
CMF C3 H3 N 



H2C= CH-C=1 
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AB 



IT 



RN 
CN 



36 CAPLUS COPYRIGHT 2006 ACS on STN 
2001:2(58891 CAPLUS 

135 :244012 

New method for bromination of a-H in 
alkylbenzenes . (I) 

Yi, Bing; Lin, Yuan-bin; Liu, Jian 

Dep. Chem., Xiangtan Univ. , Xiangtan, 411105, Peop. 
Rep . China 

Hecheng Huaxue (2001), 9(1), 65-67 
CODEN: HEHUE2; ISSN: 1005-1511 
Hecheng Huaxue Bianjibu 
Journal 
Chinese 

A new method of a-bromination of alkylbenzenes with KBr03/NaHS03 

under irradiation light was developed. This method has such advantages as - 
mild reaction condition, simple operation, high utilization efficiency of 
bromine and emitting no erosive gas of HBr . This method was applied to 
brominate alkylbenzenes, especially those with second class substituents, with 
high yield and purity at lower temperature (usually between 
50°C.apprx.55°C) . 

99-94-5, p-Methylbenzoic acid 104-85-8 , 
p-Methylbenzonitrile 619-55-6 , p-Methyl benzamide 
7758-01-2 , Potassium bromate 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(bromination of a-H in alkylbenzenes with KBr03/NaHS03 under 
irradiation) 

99-94-5 CAPLUS 

Benzoic acid, 4 -methyl- (9CI) (CA INDEX NAME) 




RN 104-85-8 CAPLUS 

CN Benzonitrile, 4-methyl- (9CI) (CA INDEX N7VME) 
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RN 619-55-6 CAPLUS 

CN Benzamide, 4 -methyl- (9CI) (CA INDEX NAME) 




■NH2 



RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt (SCI, 9CI) (CA INDEX NAME) 




K 
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2001:136932 CAPLUS 
134 :174243 

Antimicrobial compositions for industrial fluids 
containing stabilized sodium hypobromite in 
synergistic combinations 

Cooper, Andrew J.; Dallmier, Anthony W.; Kelly, Robert 
F.; McCoy, William F. ; Ma, Xi 
Nalco Chemical Company, USA 
PCT Int. Appl. , 22 pp. 



CODEN : 
Patent 
English 
4 



PIXXD2 



PATENT NO. 



WO 2001011954 
WO 2001011954 



KIND DATE 



A2 

A3 



20010222 
20020620 



APPLICATION NO. 



WO 2000-US20962 



DATE 
20000801 



W: AG, AU, BR, CN, DZ, IN, JP, KR, MX, MZ, NZ, SG, ZA 

RW: AT, BE, CH, CY, DE, DK, ES, FI, FR, GB, GR, IE, IT, LU, MC, NL, 



PT, SE 
US 6419879 
AU 2000063954 



Bl 
AS 



20020716 
20010313 



US 1999-373288 
AU 2000-63954 



19990812 
20000801 
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BR 2000013130 A 20021217 BR 2000-13130 20000801 

JP 2003507326 T2 20030225 JP 2001-516318 20000801 

NZ 516903 A 20040528 NZ 2000-516903 20000801 

PRIORITY APPLN. INFO.: US 1999-373288 A 19990812 

US 1997-963397 A3 19971103 

US 1999-256978 A2 19990224 

WO 2000-US20962 W 20000801 

AB Synergistic composition for controlling biol . growth in industrial, fluids 

comprise stabilized sodium hypobromite and at least one compound selected 

from coco alkyldimethylamine oxide, n-coco alkyltrimethylenediamine, 

tetra-alkyl phosphonium chloride, 7 -oxabicyclo [2 . 2 , 1] heptane-2 , 3 - 

dicarboxylic acid and 4 , 5 -dichloro-2 -n-octyl -4 -isothiazoline-3 -one . 
IT 13824-96-9D , Sodium hypobromite, stabilized, mixts. with 

synergistic antimicrobials 326601-23-4 326601-24-5 

326601-26-7 326601-27-8 326601-28-9 

326601-29-0 326601-30-3 326601-31-4 

326601-32-5 326601-33-6 326601-34-7 

326601-35-8 326601-36-9 326601-37-0 

326601-38-1 326601-40-5 326601-42-7 

326601-43-8 326601-44-9 326601-45-0 

326601-46-1 326601-47-2 326601-48-3 

326601-49-4 326601-50-7 326601-51-8 

326601-52-9 

RL: BUU (Biological use, unclassified); BIOL (Biological study); USES 
(Uses) 

(synergistic antimicrobial composition for industrial fluids containing) 
RN. 13824-96-9 CAPLUS 

CN Hypobromous acid, sodium salt (8CI, 9CI) (CA INDEX NAME) 



Br- OH 



• Na 

RN 326601-23-4 CAPLUS 

CN 7-Oxabicyclo [2 . 2 . 1] heptane-2 , 3-dicarboxylic acid, mixt. with sodium 
hypobromite (9CI) (CA INDEX NAME) 

CM 1 

CRN 13824-9679 
CMP Br H 0 . Na 



Br- OH 



Na 



CM 2 

CRN 145-73-3 
CMF C8 HIO 05 
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CO2H 



O 




CO2H 



RN 326601-24-5 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with 4 , 5-dichloro-2 -octyl-3 {2H) - 
isothiazolone {9CI) (CA INDEX NAME) 

CM 1 

CRN 64359-81-5 

CMF Cll H17 C12 N O S 



(CH2)7~Me 



CI CI 
CM 2 

CRN 13824-96-9 
CMF Br H O . Na 

Br- OH 
• Na 

RN 326601-26-7 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with pentanedial (9CI) (CA INDEX 
NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 




Br- OH 



• Na 
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CM 2 

CRN 111-30-8 
CMF C5 H8 02 



OHC- (CH2)3~CHO 

RN 326601-27-8 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with 2 , 2-dibromo-2-cyanoacetamide 
(9CI) (CA INDEX NAME) 

CM 1 . 

CRN 13824-96-9 
CMF Br H 0 . Na 



Br- OH 



Na 



CM 2 

CRN 10222-01-2 
CMF C3 H2 Br2 N2 O 



O 

II . 

H2N- C- CBr2— CN 

RN 326601-28-9 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with 2 -bromo-2 -nitro-1 , 3 -propanediol 
(9CI) (CA INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br- OH 



Na 



CM 2 

CRN 52-51-7 

CMF C3 H6 Br N 04 
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NO2 



HO- CH2- C- CH2- OH 



Br 



RN 326601-29-0 CAPLUS 

CN Hypobromous acid, sodium salt, mixt . with 2-bromo-2- 
(bromomethyl)pentanedinitrile (9CI) (CA INDEX NAME) 

CM 1 

CRN 35691-65-7 
CMF C6 H6 Br2 N2 



CN 

CM 2 

CRN 13824-96-9 

CMF Br H 0 . Na 

Br- OH 
• Na 

RN 326601-30-3 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with 2 , 4 , 5, 6-tetrachloro-l, 3- 
benzenedicarbonitrile (9CI) (CA INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br 



BrCH2- C- CH2^ CH2— CN 



Br— OH 



• Na 



CM 



2 
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CRN 
CMF 



1897-45-6 
C8 C14 N2 



CI 



CI 



CI. 




CN 



CI 



CN 



RN 



326601-31-4 



CAPLUS 



CN Thiocyanic acid, methylene ester, mixt. with sodium hypobromite (9CI) (CA 
INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



CM 2 

CRN 6317-18-6 
CMF C3 H2 N2 S2 



NC— S— CH2- S~ CN 

RN 326601-32-5 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with 2- (decylthio) ethanamine (9CI) 
(CA INDEX NAME) 

CM 1' 

CRN 29873-30-1 
CMF C12 H27 N S 



H2N- CH2- CH2- S" (CH2 ) 9" Me 



CM 2 

CRN 13824-96-9 
CMF Br H 0 . Na 



Br- OH 



• Na 
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Br- OH 



Na 



RN 326601-33-6 CAPLUS 

CN Phosphonium, tetrakis (hydroxymethyl) - , sulfate (1:1) (salt), mixt. with 
sodium hypobromite (9CI) (CA INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br— OH 



Na 



CM 2 

CRN 76995-82-9 

CMF C4 H12 04 P . H 04 S 

CM 3 

CRN 24655-84-3 
CMF C4 H12 04 P 



CH2^0H 
HO— CH2 - P — CH2- OH 
CH2--0H 



CM 4 

CRN 14996-02-2 
CMF H 04 S 



O 

II 

HO— S-0- 

II 

o 



RN 326601-34-7 CAPLUS 

CN Carbamodithioic acid, mixt. with sodium hypobromite {9CI) (CA INDEX NAME) 
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CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br— OH 



Na 



CM 2 

CRN 594-07-0 
CMF C H3 N S2 



HS-C-NH2 

RN 326601-35-8 CAPLUS 

CN Carbamodithioic acid, cyano-, mixt . with sodium hypobromite (9CI) (CA 
INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H 0 . Na 



Br- OH 



Na 



CM 2 

CRN 108-04-3 
CMF C2 H2 N2 S2 



NC— NH-CS2H 

RN 326601-36-9 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with 2-methyl-5-nitro-lH-imidazole-l- 
ethanol (9CI) (CA INDEX NAME) 



CM 1 

CRN 13824-96-9 
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CMF Br H O . Na 



Br- OH 



Na 



CM 2 

CRN 443-48-1 
CMF C6 H9 N3 03 



O2N 




CH2— CH2— OH 



RN 326601-37-0 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with (2-bromo-2-nitroethenyl) benzene 
(9CI) (CA INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Bit- OK 



Na 



CM 2 

CRN 7166-19-0 
CMF C8 H6 Br N 02 



Br 

I 

O2N— C= CH— Ph 

RN 326601-38-1 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with (2 -nitroethenyl) benzene {9CI) 
(CA INDEX NAME) 

CM 1 
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CRN 13824-96-9 
CMF Br H O . Na 



Br- OH 



Na 



CM 2 

CRN 102-96-5 
CMF C8 H7 N 02 



Ph- CH= CH-N02 

RN 326601-40-5 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with 2- (2-nitroethenyl) furan (9CI) 
'{CA INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br- OH 



Na 



CM 2 

CRN 699-18-3 
CMF C6 H5 N 03 



CH= CH— N02 

W // 



RN 326601-42-7 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with 3-bromo-3- 
(bromomethyDpentanedinitrile (9CI) {CA INDEX NAME) 

CM 1 

CRN 326601-41-6 
CMF C6 H6 Br2 N2 
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CH2Br 

I 

NC- CH2- C- CH2- CN 

I 

Br 
CM 2 

CRN 13824-96-9 
CMF Br H O . Na 

Br~- OH 



• Na 

RN 326601-43-8 CAPLUS 

CN Hypobromous acid, sodium salt, mixt . with sulf onylbis [trichloromethane] 
(9CI) (CA INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br- OH 



Na 



CM 2 

CRN 3064-70-8 
CMF C2 CI 6 02 S 



O 

II 

CI3C-S— CCI3 



RN 326601-44-9 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with tetrahydro-3 , 5-dimethyl-2H-l, 3 , 5- 
thiadiazine-2-thione (9CI) (CA INDEX NAME) 

CM 1 



CRN 13824-96-9 
CMF Br H O . Na 
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Br- OH 



• Na 



CM 



2 



CRN 
CMF 



533-74-4 

C5 HIO N2 S2 




Me 



Me 



RN 326601-45-0 CAPLUS 

CN Thiocyanic acid, ( 2 -benzothiazolylthio) methyl ester, mixt. with sodium 
hypobromite (9CI) (CA INDEX NAME) 

CM 1 

CRN 21564-17-0 
CMF C9 H6 N2 S3 



CM 2 

CRN 13824-96-9 
CMF Br H O . Na 



Br- OH 



• Na 

RN 326601-46-1 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with 2-bromo-l- (4- 
hydroxyphenyDethanone (9CI) (CA INDEX NAME) 
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CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br— OH 



Na 



CM 2 

CRN 2491-38-5 
CMF C8 H7 Br 02 



O 

II 

C- CH2Br 




HO' 



RN 326601-47-2 CAPLUS 

CN Acetic acid, bromo-, 2-butene-l, 4-diyl ester, mixt. with sodium 
hypobromite (9CI) (CA INDEX NAME) 

CM 1 

CRN 20679-58-7 
CMF C8 HIO Br2 04 



O O 

II II 
BrCH2- C- 0- CH2- CH= CH^ CH2~ O* C- CH2Br 



CM 2 

CRN 13824-96-9 
CMF Br H O . Na 



Br- OH 



Na 



RN 326601-48-3 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with hexabutyldistannoxane (9CI) (CA 
INDEX NAME) 
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CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br— OH 



Na 



CM . 2 

CRN 56-35-9 

CMF C24 H54 0 Sn2 



(n-Bu) 3Sn— Sn (Bu-n) 3 
RN 326601-49-4 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with copper (2+) sulfate (1:1) (9CI) 
(CA INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O - Na 



Br- OH 



Na 



CM 2 

CRN 7758-98-7 
CMF Cu . H2 04 S 



0 

li 

HO- S— OH 

II 
0 

• Cu(II) 

RN 326601-50-7 CAPLUS 
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CN Hypobromous acid, sodium salt, mixt . with 6-chloro-N- (1 , 1-dimethylethyl) - 
N'-ethyl'l,3,5-triazine-2,4-diamine (9CI) (CA INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br- OH 



Na 



CM 2 

CRN 5915-41-3 
CMF C9 H16 CI N5 



Cl^ ^N^ ^NHBu-t 



Nov ^N 



NHEt 

RN 326601-51-8 CAPLUS 

CN Hypobromous acid, sodium salt, mixt. with dodecylguanidine monoacetate 
(9CI) (CA INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br— OH 



Na 



CM 2 

CRN 2439-10-3 

CMF C13 H29 N3 . C2 H4 02 

CM 3 

CRN 112-65-2 
CMF CI 3 H29 N3 
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NH 



H2N— C-NH— {CH2)ll— Me 



CM 4- 

CRN 64-19-7 
CMF C2 H4 02 



HO- C- CH3 

RN 326601-52-9 CAPLUS 

CN Hypobromous acid, sodium salt, mixt . with dodecylguanidine 
monohydrochloride (9CI) (CA INDEX NAME) 

CM 1 

CRN 13824-96-9 
CMF Br H O . Na 



Br- OH 



Na 



CM 2 

CRN 13590-97-1 

CMF C13 H2 9 N3 . Cl H 



NH 



H2N-C-NH- (CH2)ll-Me 



HCl 
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Dissociation of naphthoic acids in non-aqueous media. 
Comparison of benzene and naphthalene skeletons 
Parik, Patrik; Wolfova, Jitka; Ludwig, Miroslav 
Department of Organic Chemistry, University of 
Pardubice, Pardubice, 532 10, Czech Rep. 
Collection of Czechoslovak Chemical Communications 
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(2000) , 65 (3) , 385-394 
CODEN: CCCCAK; ISSN: 0010-0765 
PUBLISHER: Institute of Organic Chemistry and Biochemistry, 

Academy of Sciences of the Czech Republic 

DOCUMENT TYPE: Journal 
LANGUAGE: English 

AB Seven monosubstituted 1 -naphthoic acids were synthesized by new or 
modified procedures, and their dissociation consts. were measured 
potentiometrically at 25** in MeOH, MeCN, DMF, and pyridine. 

Dissociation consts. of these along with 13 substituted 1-naphthoic acids and 
twenty- five substituted 2 -naphthoic acids previously studied were measured 
at 25^ in EtOH and DMSO. The pKKA values of 3- and 4 -substituted 
1-naphthoic acids were treated by simple linear regression and principal 
component anal., and the results were used for comparison of model compds. 
and of corresponding 3- and 4 -substituted benzoic acids with the aim of 
comparison of benzene and naphthalene skeletons. It was found, the 3 and 
4 positions of the 1-naphthyl system can roughly be compared with the meta 
and para positions of benzene, resp. 
IT 270588-18-6 

RL: FMU (Formation, unclassified); RCT (Reactant) ; FORM (Formation, 

nonpreparative) ; RACT (Reactant or reagent) 

(Sandmeyer reaction reduction by hypophosphorous acid of synthetic 
intermediate in conversion to 3 -amino- 1-naphthoic acid; dissociation of 
nonaq. naphthoic acids and comparison of benzene and naphthalene 
skeletons) 
RN 270588-18-6 CAPLUS 

CN 1-Naphthalenediazonium, 4-cyano-2-nitro- (9CI) (CA INDEX NAME) 




IT 66-77-3, 1-Naphthalenecarboxaldehyde 

RL: RCT (Reactant); RACT (Reactant or reagent) 

(Wolf f -Kishner reaction of synthetic intermediate in conversion to 
4 -methyl -1-naphthoic acid; dissociation of nonaq. naphthoic acids and 
comparison of benzene and naphthalene skeletons) 

RN 66-77-3 CAPLUS 

CN 1-Naphthalenecarboxaldehyde (9CI) (CA INDEX NAME) 



CHO 




IT 23245-63-8 

RL: FMU (Formation, unclassified); RCT (Reactant); FORM (Formation, 
nonpreparative) ; RACT (Reactant or reagent) 

(acetic/ sulfuric acid hydrolysis of synthetic intermediate in 
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conversion to 4 -nitro- 1 -naphthoic acid; dissociation of nonaq. naphthoic 
acids and comparison of benzene and naphthalene skeletons) 
23245-63-8 CAPLUS 

1-Naphthalenecarbonitrile, 4-nitro- (9CI) {CA INDEX NAME) 




N02 



129667-51-2 

RL: FMU (Formation, unclassified); RCT (Reactant) ; FORM (Formation, 

nonpreparative) ; RACT (Reactant or reagent) 

(diazotization of synthetic intermediate in conversion to 
3-amino-l-naphthoic acid; dissociation of nonaq. naphthoic acids and 
comparison of benzene and naphthalene skeletons) 

129667-51-2 CAPLUS 

1-Naphthalenecarbonitrile, 4 -amino-3 -nitro- (9CI) (CA INDEX NAME) 



CN 




NH2 

86-55-5, 1-Naphthalenecarboxylic acid 93-09-4, 

2-Naphthalenecarboxylic acid 1013''04-3 1013-80-5 

1013-81-6 1013-83-8 1975-44-6 

2216-13-9 2471-70-7 3839-19-8 

3839-20-1 4537-00-2 5042-97-7 

5043-07-2 5043-08-3 5043-12-9 

5043-14-1 5043-20-9 5043-21-0 

5043-23-2 5159-60-4 5159-64-8 

5773-66-0 5773-67-1 5773-77-3 

5773-80-8 5773-87-5 5773-97-7 

5773-99-9 5774-08-3 5783-91-5 

5783-92-6 13041-62-8 16650-52-5 

16650-55-8 16726-66-2 16726-67-3 

32018-87-4 32018-88-5 

RL: PRP (Properties); RCT (Reactant); RACT (Reactant or reagent) 

(dissociation of nonaq. naphthoic acids and comparison of benzene and 
naphthalene skeletons) 

86-55-5 CAPLUS 

1-Naphthalenecarboxylic acid (9CI) (CA INDEX NAME) 
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CO2H 




RN 93-09-4 CAPLUS 

CN 2-Naphthalenecarboxylic acid (9CI) (CA INDEX NAME) 




RN 1013-04-3 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 4-chloro- (9CI) (CA INDEX NAME) 




RN 1013-80-5 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 4-bromo- (9CI) (CA INDEX NAME) 




RN 1013-81-6 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 4-chloro- (9CI) (CA INDEX NAME) 




RN 1013-83-8 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 5-bromo- (9CI) (CA INDEX NAME) 
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CO2H 



RN 1975-44-6 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 5-nitro- (9CI) (CA INDEX NAME) 



CO2H 




NO2 



RN 2216-13-9 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 8-nitro- (9CI) (CA INDEX NAME) 



HO2C NO2 




RN 2471-70-7 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 6-methoxy- {9CI) (CA INDEX NAME) 



MeO 




CO2H 



RN 3839-19-8 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 4-cyano- (9CI) (CA INDEX NAME) 



CO2H 




RN 3839-20-1 CAPLUS 
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CN 1-Naphthalenecarboxylic acid, 5-cyano- {9CI) (CA INDEX NAME) 



CO2H 




RN 4537-00-2 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 8-chloro- (9CI) (CA INDEX NAME) 




RN 5042-97-7 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 6-chloro- (9CI) (CA INDEX NAME) 




CO2H 



RN 5043-07-2 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 7-methoxy- (9CI) (CA INDEX NAME) 




RN 5043-08-3 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 7-cyano- {9CI) (CA INDEX NAME) 




RN 5043-12-9 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 7-chloro- (9CI) (CA INDEX NAME) 
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RN 5043-14-1 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 7-bromo- (9CI) . (CA INDEX NAME) 




RN 5043-20-9 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 8-cyano- {9CI) (CA INDEX NAME) 



CN 




CO2H 



RN 5043-21-0 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 8-bromo- {9CI) (CA INDEX NAME) 



Br 




RN 5043-23-2 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 8-methyl- (9CI) (CA INDEX NAME) 



Me 

CO2H 



RN 5159-60-4 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 6-cyano- (9CI) (CA INDEX NAME) 
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RN 5159-64-8 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 7-methyl- (9CI) (CA INDEX NAME) 




RN 5773-66-0 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 5-nitro- (9CI) (CA INDEX NAME) 




RN 5773-67-1 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 8-nitro- (9CI) (CA INDEX NAME) 




RN 5773-77-3 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 8-chloro- (9CI) (CA INDEX NAME) 




RN 5773-80-8 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 6-bromo- (9CI) (CA INDEX NAME) 
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CO2H 
Br 

RN 5773-87-5 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 4-methyl- {9CI) (CA INDEX NAME) 





RN 5773-97-7 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 8-methoxy- (9CI) (CA INDEX NAME) 



OMe 




CO2H 



RN 5773-99-9 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 7-amino- (9CI) (CA INDEX NAME) 




RN 5774-08-3 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 6-methyl- (9CI) (CA INDEX NAME) 




RN 5783-91-5 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 6-nitro- (9CI) (CA INDEX NAME) 
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RN 5783-92-6 CAPLUS 

CN 2-Naphthalenecarboxylic acid, 7-nitro- (9CI) (CA INDEX NAME) 




RN 13 041-62-8 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 4-methoxy- (9CI) (CA INDEX NAME) 




RN 16650-52-5 CAPLUS 

CN l~Naphthalenecarboxylic acid, 5-chloro- (9CI) (CA INDEX NAME) 




RN 16650-55-8 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 4-bromo- (9CI) (CA INDEX NAME) 
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RN 16726-66-2 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 3-bromo- (9CI) (CA INDEX NAME) 




RN 16726-67-3 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 5-bromo- (9CI) (CA INDEX NAME) 



CO2H 




Br 



RN 32018-87-4 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 4-amino- (9CI) (CA INDEX NAME) 



.CO2H 




NH2 



RN 32018-88-5 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 5-amino- (9CI) (CA INDEX NAME) 



CO2H 




IT 191S-^2-5Pt 4-Nitro-l-naphthoic acid 4488'40-8P, 

4 -Methyl -1 -naphthoic acid 5774-06-1?, 3 -Chloro-1 -naphthoic acid 
32018-86-3P, 3 -Amino- 1 -naphthoic acid 51934-37-3P 

RL: PRP (Properties); RCT (Reactant) ; SPN (Synthetic preparation); PREP 
(Preparation) ; RACT (Reactant or reagent) 

(dissociation of nonaq. naphthoic acids and comparison of benzene and 
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naphthalene skeletons) 
RN 1975-43-5 CAPLUS 
CN 1-Naphthalenecarboxylic acid. 



CO2H 




RN 4488-40-8 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 




Me 



RN 5774-06-1 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 




CI 



RN 32018-86-3 CAPLUS 

CN 1-Naphthalenecarboxylic acid. 



CO2H 




RN 51934-37-3 CAPLUS 

CN 1-Naphthalenecarboxylic acid. 



4-nitro- (9CI) (CA INDEX NAME) 



4 -methyl- (9CI) (CA INDEX NAME) 



3-chloro- (9CI) (CA INDEX NAME) 



3 -amino- (9CI) (CA INDEX NAME) 



5-methoxy- (9CI) (CA INDEX NAME) 
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OMe 



IT 91135-40-9 

RL: RCT (React ant) ; RACT (Reactant or reagent) 

(ferrous sulfate reduction of synthetic intermediate in conversion to 
3-chloro-l-naphthoic acid; dissociation of nonaq. naphthoic acids and 
comparison of benzene and naphthalene skeletons) 
RN 91135-40-9 CAPLUS 

CN 1-Naphthalenecarbonitrile, 3-amino- {9CI) (CA INDEX NAME) 



CN 




IT 28418-86-2 , 1 -Acetyl -4 -methylnaphthalene 

RL: FMU (Formation, unclassified); RCT (Reactant); FORM (Formation, 
nonpreparative) ; RACT (Reactant or reagent) 

(haloform reaction of synthetic intermediate in conversion to 
4 -methyl -1 -naphthoic acid; dissociation of nonaq. naphthoic acids and ^ 
comparison of benzene and naphthalene skeletons) 
RN 28418-86-2 CAPLUS 

CN Ethanone, 1- (4 -methyl- 1-naphthalenyl) - (9CI) (CA INDEX NAME) 



Ac 




Me 



IT 4507-54-0, 3 -Nitro-1 -naphthoic acid 

RL: FMU (Formation, unclassified); RCT (Reactant); FORM (Formation, 
nonpreparative) ; RACT (Reactant or reagent) 

(hydrogenation of synthetic intermediate in conversion to 
3 -amino- 1 -naphthoic acid; dissociation of nonaq. naphthoic acids and 
comparison of benzene and naphthalene skeletons) 
RN 4507-84-0 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 3-nitro- (9CI) (CA INDEX NAME) 
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IT 1016-17-7 

RL: FMU (Formation, unclassified); RCT (Reactant) ; FORM (Formation, 

nonpreparative) ; RACT (Reactant or reagent) 

(hydrolysis of synthetic intermediate in conversion to 
3 -amino- 1 -naphthoic acid; dissociation of nonaq. naphthoic acids and 
comparison of benzene and naphthalene skeletons) 
RN 1016-17-7 CAPLUS 

CN 1-Naphthalenecarbonitrile, 3-nitro- (9CI) (CA INDEX NAME) 



CN 




IT 270588-22-2 

RL: FMU (Formation, unclassified); RCT (Reactant); FORM (Formation, 

nonpreparative) ; RACT (Reactant or reagent) 

(hydrolysis of synthetic intermediate in conversion to 
3 -chloro-1 -naphthoic acid; dissociation of nonaq. naphthoic acids and 
comparison of benzene and naphthalene skeletons) 
RN 270588-22-2 CAPLUS 

CN 1-Naphthalenecarbonitrile, 3-chloro- {9CI) (CA INDEX NAME) 



CN 




IT 20816-78-8 

RL: FMU (Formation, unclassified); RCT (Reactant); FORM (Formation, 
nonpreparative) ; RACT (Reactant or reagent) 

(hydrolysis of synthetic intermediate in conversion to 

5 -methoxy-1 -naphthoic acid; dissociation of nonaq. naphthoic acids and 
comparison of benzene and naphthalene skeletons) 
RN 20816-78-8 CAPLUS 

CN 1-Naphthalenecarbonitrile, 5-hydroxy- {9CI) (CA INDEX NAME) 
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CN 




IT 2437'16'3 , 5 -Hydroxy- 1 -naphthoic acid 

RL: FMU (Formation, unclassified); RCT (Reactant) ; FORM (Formation, 
nonpreparative) ; RACT (Reactant or reagent) 

(methylation of synthetic intermediate in conversion to 
5 -methoxy-l -naphthoic acid; dissociation of nonaq. naphthoic acids and 
comparison of benzene and naphthalene skeletons) 
RN 2437-16-3 CAPLUS 

CN 1-Naphthalenecarboxylic acid, 5-hydroxy- {9CI) (CA INDEX NAME) 



CO2H 




IT 129667-52-3 

RL: FMU (Formation, unclassified); RCT (Reactant); FORM (Formation, 

nonpreparative) ; RACT (Reactant or reagent) 

(nitration and hydrolysis of synthetic intermediate in conversion to 
3 -amino- 1 -naphthoic acid; dissociation of nonaq. naphthoic acids and 
comparison of benzene and naphthalene skeletons) 
RN 129667-52-3 CAPLUS 

CN Acetamide, N- (4-cyano-l-naphthalenyl) - (9CI) (CA INDEX NAME) 



CN 




IT 14380-62-2 , Hypobromite 

RL: RCT (Reactant); RACT (Reactant or reagent) 

(reagent for synthetic intermediate conversion to 4 -methyl -1 -naphthoic 
acid; dissociation of nonaq. naphthoic acids and comparison of benzene and 

naphthalene skeletons) 
RN 14380-62-2 CAPLUS 

CN Hypobromite (6CI, SCI, 9CI) (CA INDEX NAME) 
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Br— O" 

IT 72016-73-0 

RL: FMU (Formation, unclassified) ; RCT (Reactant) ; FORM (Formation, 
nonpreparative) ; RACT (Reactant or reagent) 

(synthetic intermediate in conversion to 5 -methoxy-1 -naphthoic acid; 
dissociation of nonaq. naphthoic acids and comparison of benzene and 
naphthalene skeletons) 
RN 72016-73-0 CAPLUS 

CN 1-Naphthalenecarbonitrile, 5 -amino- (9CI) (CA INDEX NAME) 
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19990531 




RW: AT, 


BE, 


CH, 


CY, 


DE, DK, ES, 


FI, FR, GB, 


GR, IE, 


IT, LU, MC, NL, 




PT, 


SE 














us 


6289286 






Bl 


20010911 


US 1998- 


87402 


19980529 


AU 


9946658 






Al 


19991220 


AU 1999- 


46658 


19990531 


AU 


755181 






B2 


20021205 








EP 


1082607 






Al 


20010314 


EP 1999- 


930044 


19990531 




R: BE, 


CH, 


DE, 


FR, 


GB, LI, NL, 


SE, FI 






JP 


2002517720 




T2 


20020618 


JP 2000- 


552490 


19990531 



PRIORITY APPLN. INFO. 



A 
W 



19980529 
19990531 



US 1998-87402 
WO 1999-SE921 

AB Surface regeneration of affinity biosensors and characterization of 

biomols. associated therewith by multivariate technique employing cocktails 

of regeneration agents to optimize regeneration of biosensor surface 

and/or characterize biomols. associated therewith. Kits and stock solns. for 
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use in the context of this invention, as well as associated computer 
algorithms are also disclosed. Stock solns . of regeneration cocktails are 
prepared and combined. Solns. are acidic, basic, ionic, organic, detergent and 
chelating agent containing Biosensors for various affinity bindings are 
regenerajted by the method; the affinity reactions are used for optimizing 
the regeneration process. Immuno- reactions , nucleic acid hybridization, 
avidin/streptavidin-biotin, hormone -hormone receptor interactions are 
performed with Biocore instruments and CMS sensor chips. 
IT 62-23-7, p-Nitrobenzoic acid 65-85-0, Benzoic acid, uses 
69-72-7, o-Hydroxybenzoic acid, uses 74-11-3, 
p-Chlorobenzoic acid 83-30-7, 2 , 4 , 6-Trihydroxybenzoic acid 
86-55-5, a-Naphthoic acid 86-59-9, 8-Carboxy 
quinoline 88-65-3, o-Bromobenzoic acid 88-67-5, 
o-Iodobenzoic acid 88-99-3, 1, 2-Benzenedicarboxylic acid, uses 
90-64-2, DL-Mandelic acid 93-09-4, p-Naphthoic acid 
99-04-7, m-Toluic acid 99-05-8, m-Aminobenzoic acid 
99-06-9, m-Hydroxybenzoic acid, uses 99-10-5, 
3 , 5-Dihydroxybenzoic acid 99-50-3, 3 , 4 -Dihydroxybenzoic acid 

99- 94-5 99-96-7, p-Hydroxybenzoic acid, uses 

100- 21-0 , 1, 4-Benzenedicarboxylic acid, uses 100-47-0 , 
Benzonitrile, uses 100-51-6, Benzyl alcohol, uses 
118-90-1 , o-Toluic acid 118-91-2 , o-Chlorobenzoic acid 
118-92-3 , o-Aminobenzoic acid 119-68-6 , 

Methyl -o-aminobenzoic acid 121-91-5 , 1 , 3 -Benzenedicarboxylic 

acid, uses 121-92-6 , m-Nitrobenzoic acid 149-91-7 , 

Gallic acid, uses 150-13-0 , p-Aminobenzoic acid 299-42-3 

, Ephedrine 490-79-9, 2 , 5-Dihydroxybenzoic acid 495-69-2 

, Hippuric acid 499-06-9 , Mesitylenic acid 535-80-8 , 

m-Chlorobenzoic acid 552-16-9 , o-Nitrobenzoic acid 

585-76-2 , m-Bromobenzoic acid 611-98-3 618-51-9 

, m-Iodobenzoic acid 947-84-2 , o-Phenylbenzoic acid 

1878-82-6 , p-Cyanophenoxyacetic acid 6574-95-4 , Acetic 

acid, (2-cyanophenoxy) - 10541-83-0, Methyl -p-aminobenzoic acid 

13517-11-8, Hypobromous acid 51524-84-6, 

Methyl -m-aminobenzoic acid 

RL: NUU (Other use, unclassified) ; USES (Uses) 

(surface regeneration of biosensors using a combination of solns. based 
on interaction-specific optimized processes) 
RN 62-23-7 CAPLUS 

CN Benzoic acid, 4-nitro- (9CI) (CA INDEX NAME) 




RN 65-85-0 CAPLUS 

CN Benzoic acid (7CI, SCI, SCI) (CA INDEX NAME) 
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RN 69-72-7 CAPLUS 

CN Benzoic acid, 2 -hydroxy- (9CI) (CA INDEX NAME) 




CO2H 



OH 



RN 74-11-3 CAPLUS 

CN Benzoic acid, 4-chloro- (9CI) (CA INDEX NAME) 



CI 




CO2H 



RN 83-30-7 CAPLUS 

CN Benzoic acid, 2 , 4 , 6-trihydroxy- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 




CO2H 



RN 86-55-5 CAPLUS 

CN 1-Naphthalenecarboxylic acid (9CI) (CA INDEX NAME) 



CO2H 




RN 86-59-9 CAPLUS 

CN 8-Quinolinecarboxylic acid (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



CO2H 




RN 88-65-3 CAPLUS 

CN Benzoic acid, 2-bronio- (9CI) (CA INDEX NAME) 
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RN 88-67-5 CAPLUS 

CN Benzoic acid, 2-iodo- (9CI) (CA INDEX NAME) 




RN 88-99-3 CAPLUS 

CN 1,2-Benzenedicarboxylic acid (9CI) (CA INDEX NAME) 




CO2H 



CO2H 



RN 90-64-2 CAPLUS 

CN Benzeneacetic acid, a-hydroxy- (9CI) (CA INDEX NAME) 



Ph 

HO- CH- CO2H 



RN 93-09-4 CAPLUS 

CN 2-Naphthalenecarbpxylic acid (9CI) (CA INDEX NAME) 




RN 99-04-7 CAPLUS 

CN Benzoic acid, 3 -methyl- (9CI) (CA INDEX NAME) 




RN 99-05-8 CAPLUS 
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Benzoic acid, 3-amino- (9CI) (CA INDEX NAME) 




99-06-9 CAPLUS 

Benzoic acid, 3-hydroxy- (9CI) (CA INDEX NAME) 

1 

CO2H 
99-10-5 CAPLUS 

Benzoic acid, 3 , 5-dihydroxy- {9CI) (CA INDEX NAME) 
CO2H 



OH 



99-50-3 CAPLUS 

Benzoic acid, 3 , 4-di hydroxy- (9CI) (CA INDEX NAME) 




99-94-5 CAPLUS 

Benzoic acid, 4-methyl- (9CI) (CA INDEX NAME) 



CO2H 



99-96-7 CAPLUS 

Benzoic acid, 4-hydroxy- (9CI) 



(CA INDEX NAME) 
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RN 100-21-0 CAPLUS 

CN 1, 4-Benzenedicarboxylic 




RN 100-47-0 CAPLUS 

CN Benzonitrile (SCI, 9CI) 




RN 100-51-6 CAPLUS 

CN Benzenemethanol (9CI) 



HO- CH2- Ph 

RN 118-90-1 CAPLUS 

CN Benzoic acid, 2 -methyl - 




Me 



RN 118-91-2 CAPLUS 

CN Benzoic acid, 2-chloro- 




RN 118-92-3 CAPLUS 

CN Benzoic acid, 2-amino- 



Fr e i s t e i n .10/ 53117 l^rfi x 



acid (9CI) (CA INDEX NAME) 



(CA INDEX NAME) 



(CA INDEX NAME) 



(9CI) (CA INDEX NAME) 



(9CI) (CA INDEX NAME) 



(9CI) (CA INDEX NAME) 
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RN 119-68-6 CAPLUS 

CN Benzoic acid, 2- (methylamino) - (9CI) (CA INDEX NAME) 



-CO2H 



NHMe 



RN 121-91-5 CAPLUS 

CN 1,3-Benzenedicarboxylic acid (9CI) (CA INDEX NAME) 




RN 121-92-6 CAPLUS 

CN Benzoic acid, 3-nitro- {9CI) (CA INDEX NAME) 




RN 149-91-7 CAPLUS 

CN Benzoic acid, 3 , 4 , 5-trihydroxy- (9CI) (CA INDEX NAME) 




CO2H 



RN 150-13-0 CAPLUS 

CN Benzoic acid, 4-amino- (9CI) (CA INDEX NAME) 



^2 
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RN 299-42-3 CAPLUS 

CN Benzenemethanol , a- [ (IS) -1- (methylamino) ethyl] - , (aR) - (9CI) 
(CA INDEX NAME) 

Absolute stereochemistry. 



NHMe 




Ph 

• RN 490-79-9 CAPLUS 
CN Benzoic acid, 2 , 5-di hydroxy- (9CI) (CA INDEX NAME) 



OH 




OH 

RN 495-69-2 CAPLUS 

CN Glycine, N-benzoyl- (9CI) (CA INDEX NAME) 
0 

II 

Ph- C- NH- CH2- CO2H 
RN 499-06-9 CAPLUS 

CN Benzoic acid, 3 , 5-dimethyl- (7CI, SCI, 9CI) (CA INDEX NAME) 




RN 535-80-8 CAPLUS 

CN Benzoic acid, 3-chloro- (9CI) (CA INDEX NAME) 
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552-16-9 CAPLUS 

Benzoic acid, 2-nitro- {9CI) (CA INDEX NAME) 



.CO2H 



NO2 



585-76-2 CAPLUS 

Benzoic acid, 3-bromo- (9CI) (CA INDEX NAME) 



CO2H 



611-98-3 CAPLUS 

Methanone, bis (4-aminophenyl) 



(9CI) (CA INDEX NAME) 




618-51-9 CAPLUS 

Benzoic acid, 3-iodo- {9CI) 



1 

CO2H 

947-84-2 CAPLUS 

[1,1' -Biphenyl] -2 -carboxylic 



(CA INDEX NAME) 



acid (9CI) (CA INDEX NAME) 



^C02H 



Ph 



1878-82-6 CAPLUS 

Acetic acid, (4 -cyanophenoxy) - (9CI) 



(CA INDEX NAME) 
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HO2C- CH2^0. 




RN 6574-95-4 CAPLUS 

CN Acetic acid, (2-cyanophenoxy) - (9CI) (CA INDEX NAME) 




O- CH2- CO2H 



RN 10541-83-0 CAPLUS 

CN Benzoic acid, 4 - (methylamino) - (9CI) (CA INDEX NAME) 




CO2H 



MeNH 



RN 13517-11-8 CAPLUS 

CN Hypobromous acid (SCI, 7CI, SCI, 9CI) 



(CA INDEX NAME) 



Br- OH 

RN 51524-84-6 CAPLUS 

CN Benzoic acid, 3- (methylamino) - (9CI) (CA INDEX NAME) 



MeNH 




CO2H 
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1999:668276 CAPLUS 
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The Efficient Removal of Endotoxins from Insulin Using 
Quaternized Polyethylenimine -Coated Porous Zirconia 
McNeff, Clayton; Zhao, Qianhua; Almlof, Elisabeth; 
Flickinger, Michael; Carr, Peter W. 
Department of Chemistry, University of Minnesota, 
Minneapolis, MN, 55455, USA 

Analytical Biochemistry (1999), 274(2), 181-187 
CODEN: ANBCA2; ISSN: 0003-2697 
Academic Press 
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DOCUMENT TYPE: Journal 
LANGUAGE : Engl i sh 

AB The synthesis and use of a zirconia-based, alkali-stable strong 

anion-exchange stationary phase are described for the removal of pyrogenic 
lipopolysaccharides (LPS) from insulin. The strong anion-exchange 
material is produced by deposition of polyethyleneimine (PEI) onto porous 
zirconia particles, followed by crosslinking with a novel reagent, 
1, 2-bis- {2~iodoethoxy) ethane, and quaternization with iodomethane. Phys. 
characterization of the chromatog. support shows that it has an 
ion-exchange capacity of 0.6 mmol/g, and 82% of the amine sites on the 
surface are in quaternized form. Isocratic elution of small benzoic acid 
derivs . shows good column efficiency. The two primary virtues of this 
material are its chemical stability under alkali conditions (up to pH 13) and 
its lower hydrophobicity compared to previously described alkali-stable 
PEI-coated zirconia supports cross-linked with 1 , 10-diiododecane . Using 
this new zirconia-based phase, a purification protocol is developed for the 
efficient removal of Escherichia coli 0111 :B4 LPS from bovine insulin 
samples. An endotoxin clearance rate of up to 1.3 + 108 was 
attained. Endotoxin levels were reduced to less than 5 endotoxin units/mL 
even at initial contamination levels as high as 5.0 + 106 endotoxin 
units/mL. Furthermore, endotoxin adsorbed to the porous zirconia column 
may be easily removed (depyrogenated) using alkali for repeated purification 
cycles. (c) 1999 Academic Press. 

IT 62-23-7P, p-Nitrobenzoic acid 65'85-OP, Benzoic acid, 
preparation 74-ll'3P, p-Chlorobenzoic acid 99-96-7P , 
p-Hydroxybenzoic acid, preparation 100-09-4P, p-Methoxybenzoic 
acid 456-22-4P , p-Fluorobenzoic acid 536-66-3P , 
p-Isopropylbenzoic acid 586'76-5P , p-Bromobenzoic acid 
619-58'9P, p-Iodobenzoic acid 619-64-7P, p-Ethylbenzoic 
acid 619-65-BP , p-Cyanobenzoic acid 619-86'3P, 
p-Ethoxybenzoic acid 1498'96~0P, p-Butoxybenzoic acid 
5438-19-7P , p-Propoxybenzoic acid 15541'45'4P t Bromate 
RL: PUR (Purification or recovery) ; PREP (Preparation) 

(efficient removal of endotoxins from insulin using quaternized 
polyethylenimine-coated porous zirconia) 

RN 62-23-7 CAPLUS 

CN Benzoic acid, 4-nitro- (9CI) (CA INDEX NAME) 




RN 65-85-0 CAPLUS 

CN Benzoic acid (7CI, SCI, 9CI) (CA INDEX NAME) 




RN 74-11-3 CAPLUS 

CN Benzoic acid, 4-chloro- (9CI) (CA INDEX NAME) 
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RN 99-96-7 CAPLUS 

CN Benzoic acid, 4-hydroxy- (9CI) (CA INDEX NAME) 




RN 100-09-4 CAPLUS 

CN Benzoic acid, 4-Tnethoxy- (9CI) (CA INDEX NAME) 




RN 456-22-4 CAPLUS 

CN Benzoic acid, 4-fluoro- (9CI) (CA INDEX NAME) 




RN 536-66-3 CAPLUS 

CN Benzoic acid, 4 - (1-methylethyl) - (9CI) (CA INDEX NAME) 




RN 586-76-5 CAPLUS 

CN Benzoic acid, 4-bromo- {9CI) (CA INDEX NAME) 




Br 



Searched by John DiNatale x2-2557 



Page 307. 



7reistein .iP/531171^ ^sr 12/04/2006 



RN 619-58-9 CAPLUS 

CN Benzoic acid, 4-iodo- (9CI) (CA INDEX NAME) 




RN 619-64-7 CAPLUS 

CN Benzoic acid, 4 -ethyl- (9CI) (CA INDEX NAME) 




Et 



RN 619-65-8 CAPLUS 

CN Benzoic acid, 4-cyano- (9CI) (CA INDEX NAME) 




RN 619-86-3 CAPLUS 

CN Benzoic acid, 4-ethoxy- {9CI) (CA INDEX NAME) 




RN 14 98-96-0 CAPLUS 

CN Benzoic acid, 4-butoxy- (9CI) (CA INDEX NAME) 




RN 5438-19-7 CAPLUS 

CN Benzoic acid, 4-propoxy- (9CI) (CA INDEX NAME) 
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n-PrO 




CO2H 



RN 15541-45-4 CAPLUS 

CN Bromate (8CI, 9CI) (CA INDEX NAME) 




REFERENCE COUNT: 



28 THERE ARE 28 CITED REFERENCES AVAILABLE FOR THIS 
RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 



L127 ANSWER 22 OF 36 CAPLUS COPYRIGHT 2006 ACS on STN 



ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 



INVENTOR (S) : 
PATENT ASSIGNEE (S) : 
SOURCE : 

DOCUMENT TYPE: 
LANGUAGE : 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



1999:350645 CAPLUS 
130:352090 

Regioselective method for preparing 2 -substituted 

4 ' - (bromomethyl) biphenyl derivatives by the 

photochemical bromination of 2-substituted 

4 ' -methylbiphenyls' 

Biard, Michel; Castro, Bert rand 

Sanofi, Fr. 

PCT Int. Appl., 32 pp. 

CODEN: PIXXD2 

Patent 

French 

1 



PATENT NO. 



KIND 



DATE 



APPLICATION NO. 



DATE 



WO 


9925681 






Al 




19990527 




WO 1998- 


FR2383 




19981109 




W: AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BY, 


CA, CH, 


CN, 


CU, CZ, DE, 




DK, 


EE, 


ES, 


FI, 


GB, 


GE, 


GH, 


GM, 


HR, 


HU, 


ID, IL, 


IS, 


JP, KE, KG, 




KP, 


KR, 


KZ, 


LC, 


LK, 


LR, 


LS, 


LT, 


LU, 


LV, 


MD, MG, 


MK, 


MN, MW, MX, 




NO, 


NZ, 


PL, 


PT, 


RO, 


RU, 


SD, 


SE, 


SG, 


SI, 


SK, SL, 


TJ, 


TM , TR , TT , 




UA, 


UG, 


US, 


UZ, 


VN, 


YU, 


ZW 
















RW: GH, 


GM, 


KE, 


LS, 


MW, 


SD, 


sz, 


UG, 


ZW, 


AT, 


BE, CH, 


CY, 


DE, DK, ES, 




FI, 


FR, 


GB, 


GR, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


SE, BF, 


BJ, 


CF, CG, CI, 




CM, 


GA, 


GN, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, 


TG 








FR 


2771090 






Al 




19990521 




FR 1997- 


14376 




19971117 


FR 


2771090 






Bl 




20000204 














CA 


2310324 






AA 




19990527 




CA 1998- 


2310324 




19981109 


AU 


9911608 






Al 




19990607 




AU 1999- 


11608 




19981109 


EP 


1032557 






Al 




20000906 




EP 1998- 


954537 




19981109 


EP 


1032557 






Bl 




20030910 
















R: AT, 


BE, 


CH, 


DE, 


DK, 


ES, 


FR, 


GB, 


GR, 


IT, 


LI, LU, 


NL, 


SE, MC, PT, 




IE, 


SI, 


LT, 


LV, 


FI, 


RO 
















BR 


9814651 






A 




20001003 




BR 1998- 


14651 




19981109 


HU 


200004251 




A2 




20010428 




HU 2000- 


4251 




19981109 


JP 


2001523658 




T2 




20011127 




JP 2000- 


521065 




19981109 


AT 


249424 






E 




20030915 




AT 1998- 


954537 




19981109 


PT 


1032557 






T 




20040227 




PT 1998- 


954537 




19981109 


ES 


2207004 






T3 




20040516 




ES 1998- 


954537 




19981109 
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NO 2000002530 A 20000717 NO 2000-2530 20000516 

US 6214999 Bl 20010410 US 2000-554566 20000714 

PRIORITY APPLN. INFO.: FR 1997-14376 A 19971117 

WO 1998-FR2383 W 19981109 

OTHER SOURCE(S): CASREACT 130:352090; MARPAT 130:352090 

AB 2-Substituted 4 • - (bromomethyl) biphenyl derivs. 2 -RC6H4C6H4CH2Br-4 [R = CN, 
C02R1, CON(R2)R3, (un) substituted 5 - tetrazolyl ; Rl-RS = H, (un) substituted 
(un)branched alkyl] , useful as pharmaceutical intermediates, are prepared in 
high yield and selectivity by the photochem. bromination of 2 -substituted 
4 ' -methylbiphenyls 2 -RC6H4C6H4CH3 -4 in a biphasic medium and in the 
presence of a bromination agent selected from bromine , N-bromoacetamide, 
N-bromophthalimide, N-bromomaleimide, an N-bromosulf onamide, 
N-bromosuccinimide, 1, 3-dibromo-5 , 5-dimethylhydantoin and a hydrogen 
bromide/ alkaline metal bromate system. Thus, 2-cyano-4 * -methylbiphenyl was 
photochem. brominated with 1, 3-dibromo-5 , 5-dimethylhydantoin using a 
water-dichloromethane 2 -phase solvent system, producing 
4 (bromomethyl) -2 -cyanobiphenyl in 79.6% yield. 
IT 209911-63-7P , [1,1' -Biphenyl] -2 -carbonitrile, 4 ' - (dibromomethyl) - 
RL: BYP (Byproduct) ; PREP (Preparation) 

(regioselective method for preparing 2-substituted 4*- 
(bromomethyl) biphenyl derivs. by the photochem. bromination of 
4 ' -methylbiphenyls) 
RN 209911-63-7 CAPLUS 

CN [1, 1 ' -Biphenyl] -2 -carbonitrile, 4 (dibromomethyl) - (9CI) (CA INDEX NAME) 




IT 114772-38-2P 114772-54-2P, 4 (Bromomethyl) -2- 
cyanobiphenyl 133085-87'7P 15076e'86'2P 
224788'65''2P 

RL: IMF (Industrial manufacture); SPN (Synthetic preparation); PREP 
(Preparation) 

(regioselective method for preparing 2-substituted 4'- 
(bromomethyl) biphenyl derivs. by the photochem. bromination of 
4 ' -methylbiphenyls) 
RN 114772-38-2 CAPLUS 

CN [1, 1 ' -Biphenyl] -2-carboxylic acid, 4 (bromomethyl) - , methyl ester {9CI) 
(CA INDEX NAME) 




O 



RN 114772-54-2 CAPLUS 

CN [1,1* -Biphenyl] -2-carbonitrile, 4 (bromomethyl) - (9CI) (CA INDEX NAME) 
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CN 




RN 133085-87-7 CAPLUS 

CN [1, 1 • -Biphenyl] -2-carboxylic acid, 4 • - (bromomethyl) - , ethyl ester (9CI) 
(CA INDEX NAME) 




O 



RN 150766-86-2 CAPLUS 

CN [l,l'-Biphenyl] -2-carboxylic acid, 4 ' - (bromomethyl) - {9CI) (CA INDEX 
NAME) 




CO2H 



RN 224788-65-2 CAPLUS 

CN [l,l»-Biphenyl] -2-carboxylic acid, 4 • - (bromomethyl) - , propyl ester (9CI) 
(CA INDEX NAME) 



C^ OPr-n 




IT 7148-03-0 114772-34-8 114772-53-1, 

2-Cyano-4 ' -methylbiphenyl 143573-45-9 224788-67-4 
RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(regioselective method for preparing 2-substituted 4'- 
(bromomethyl)biphenyl derivs . by the photochem. bromination of 
4 ' -methylbiphenyls) 
RN 714 8-03-0 CAPLUS 

CN [l,l'-Biphenyl] -2-carboxylic acid, 4 '-methyl- (9CI) (CA INDEX NAME) 
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RN 114772-34-8 CAPLUS 

CN [1, 1 ' -Biphenyl] -2-carboxylic acid, 4 '-methyl-, methyl ester {9CI) (CA 
INDEX NAME) 




RN 114772-53-1 CAPLUS 

CN [1, 1 ' -Biphenyl] -2-carbonitrile, 4' -methyl- (9CI) (CA INDEX NAME) 




RN 143573-45-9 CAPLUS 

CN [1, 1 ' -Biphenyl] -2-carboxylic acid, 4 '-methyl-, ethyl ester (9CI) (CA 
INDEX NAME) 




O 



RN 224788-67-4 CAPLUS 

CN [1, 1 ' -Biphenyl] -2 -carboxylic acid, 4 '-methyl-, propyl ester (9CI) (CA 
INDEX NAME) 
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IT 7789-31-3D , Bromic acid, alkali metal salts 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(regioselective method for preparing 2-substituted 4'- 
(bromomethyl)biphenyl derivs . by the photochem. bromination of 
4 ' -methylbiphenyls using) 

RN 7789-31-3 CAPLUS 

CN Bromic acid {6CI, 7CI, 8CI, 9CI) (CA INDEX NAME) 




REFERENCE COUNT: 
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1997 1471330 CAPLUS 
127:155873 

Crystalline metal -organic microporous materials 

Yaghi, Omar M. 

Nalco Chemical Company, USA 

U.S., 2 0 pp . 



CODEN 
Patent 
English 
1 



USXXAM- 



PATENT NO. 


KIND 


DATE 


APPLICATION NO. 


DATE 


US 5648508 


A 


19970715 


US 1995-560224 


19951122 


EP 790253 


A2 


19970820 


EP 1996-118783 


19961122 


EP 790253 


A3 


19990901 






EP 790253 


Bl 


20020206 







R: DE, FR, GB, IT 

PRIORITY APPLN. INFO.: US 1995-560224 A 19951122 

AB Novel metal -organic microporous materials were prepared in solution using mild 
reaction conditions from a metal or metalloid ion with a ligand containing 
multidentate functional groups in the presence of a templating agent. The 
resultant microporous materials are useful in the purification of liqs. and 
gases. Thus, Co (N03 ) 2 . 6H20 reacted with 1 , 3 , 5-benzenetricarboxylic acid 
(H3L) in presence of pyridine templating agent in presence of polyethylene 
oxide in CH2C1CH2C1 to give microporous polymeric CoL (py) 2 . 2/3py which was 
used to sep. benzene from MeCN. Zn2L (N03 ) . 3 . 5H20 . 0 . 5EtOH was prepared also. 

IT 554-95-0 , 1, 3, 5-Benzenetricarboxylic acid 

RL: RCT (Reactant); RACT (Reactant or reagent) 

(for preparation of cobalt benzenetricarboxylate pyridine crystalline 

microporous 

material ) 

RN 554-95-0 CAPLUS 

CN 1,3,5-Benzenetricarboxylic acid (SCI, 9CI) (CA INDEX NAME) 
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CO2H 



IT 7789-31-3, Bromic acid 15541-45-4, Bromate 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(for preparation of metal carboxylate crystalline microporous materials) 
RN 7789-31-3 CAPLUS 

CN Bromic acid (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



O 

II 

Br- 



RN 15541-45-4 CAPLUS 

CN Bromate {8CI, 9CI) (CA INDEX NAME) 




IT 193197-64-7P 

RL: NUU (Other use, unclassified); PRP (Properties); SPN (Synthetic 
preparation) ; PREP (Preparation) ; USES (Uses) 

(polymeric; preparation and crystal structure and use for purification of 

liqs . 

and gases) 
RN 193197-64-7 CAPLUS 

CN Cobalt, [1, 3, 5 -benzenetricarboxylato (3 - ) -kO] bis (pyridine) compd. 
with pyridine (3:2) (9CI) (CA INDEX NAME) 

CM 1 

CRN 193197-63-6 

CMF CI 9 HI 3 Co N2 06 

CCI CCS 




CM 2 
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CRN 110-86-1 
CMF C5 H5 N 




IT 193197-63-6P 

RL: NUU (Other use, unclassified); SPN (Synthetic preparation); PREP 
(Preparation) ; USES (Uses) 

(preparation and use for purification of liqs. and gases) 
RN 193197-63-6 CAPLUS 

CN Cobalt, [l,3,5-ben2enetricarboxylato(3-) -kO] bis (pyridine) - (9CI) 
(CA INDEX NAME) 




IT 193197-66-9P 

RL: NUU (Other use, unclassified) ; PRP (Properties) ; SPN (Synthetic 

preparation) ; PREP (Preparation) ; USES (Uses) 

(preparation and use for purification of liqs. and gases and crystal 
structure) 

RN 193197-66-9 CAPLUS 

CN Zinc, [ja- [1, 3 , 5-benzenetricarboxylato (3-) -kOI :k03] ] (nitrato- 

KO)di-, compd. with ethanol (2:1), heptahydrate (9CI) (CA INDEX 
NAME) 

. CM 1 

CRN 193197-65-8 
CMF C9 H3 N 09 Zn2 
CCI CCS 




C02- 



CM 2 

CRN 64-17-5 
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CMF C2 Ho O 



H3C— CH2-^0H 

IT 89-05-4DP, 1, 2 , 4 , 5-Benzenetetracarboxylic acid, metal carboxylic 

crystalline microporous materials 100-21-ODP, 1, 4-Benzenedicarboxylic 
acid, metal carboxylic crystalline microporous materials, preparation 
lOO'Sl-SDP , Benzyl alcohol, metal carboxylic crystalline microporous 
materials 554-95-ODP, 1 , 3 , 5 -Benzenetricarboxylic acid, metal 
carboxylic crystalline microporous materials 623-26-7DP , 
1 , 4 -Dicyanobenzene, metal carboxylic crystalline microporous materials 
10365'94~3DP , 1 , 3 , 5-Tricyanobenzene, metal carboxylic crystalline 
microporous materials 

RL: NUU (Other use, unclassified); SPN (Synthetic preparation); PREP 
(Preparation) ; USES (Uses) 

(preparation and use in purification of liqs. and gases) 
RN 89-05-4 CAPLUS 

CN 1,2,4,5-Benzenetetracarboxylic acid (SCI, 9CI) (CA INDEX NAME) 



H02Cv^ ^C02H 




HO2C CO2H 



RN 100-21-0 CAPLUS 

CN 1,4-Benzenedicarboxylic acid (9CI) (CA INDEX NAME) 




CO2H 



HO2C 



RN 100-51-6 CAPLUS 

CN Benzenemethanol (9CI) (CA INDEX NAME) 



HO— CH2~-Ph 

RN 554-95-0 CAPLUS 

CN 1,3,5-Benzenetricarboxylic acid (SCI, 9CI) (CA INDEX NAME) 



H02C^ /CO2H 




CO2H 

RN 623-26-7 CAPLUS 
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CN 1,4-Benzenedicarbonitrile {9CI) (CA INDEX NAME) 




RN 10365-94-3 CAPLUS 

CN 1,3,5-Benzenetricarbonitrile (701, SCI, SCI) (CA INDEX NAME) 




IT 100-47'OP , Cyanobenzene, preparation 

RL: PUR (Purification or recovery) ; PREP (Preparation) 

(purification of liqs. and gases using crystalline metal carboxylate 
microporous 

materials) 
RN 100-47-0 CAPLUS 

CN Benzonitrile (8CI, 9CI) (CA INDEX NAME) 
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1995:957983 CAPLUS 
124:8860 

Preparation of triazolobenzazepine and 
triazolobenzothiazepine derivatives as allergy 

inhibitors 

. Ohtsuka, Yasuo; Shishikura, Takashi; Ogino, Hiroko; 
Fushihara, Kenichi; Kawaguchi , Mami; Tsutsumi, Seiji; 
Imai, Megumi; Shi to, Keiko; Tsuchiya, Koji; et al. 
Meiji Seika K. K. , Japan 
PCT Int, Appl., 408 pp. 
CODEN: PIXXD2 
Patent 
Japanese 
1 



PATENT NO. 



KIND 



Al 



DATE 



19950706 



APPLICATION NO. 



WO 1994-JP2282 



DATE 



19941228 



WO 9518130 

W: JP, US 

RW: AT, BE, CH, DE, DK, ES, FR, GB, GR, IE, IT, LU, MC, NL, PT, SE 
EP 686636 Al 19951213 EP 1995-904015 19941228 
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EP 686636 

R: BE, CH, DE, 
ES 2156933 
JP 3290664 
US 5686442 
US 5840895 
PRIORITY APPLN . INFO . : 



OTHER SOURCE (S) 
GI 



Bl 
ES, 
T3 
B2 
A 
A 



20010404 
FR, GB, IT, 
20010801 
20020610 
19971111 
19981124 



LI, NL 

ES 1995-904015 
JP 1995-509696 
US 1995-522263 
US 1997-883313 
JP 1993-337189 
JP 1994-202349 
WO 1994-JP2282 
US 1995-522263 



MARPAT 124:8860 



A 
A 
W 



19941228 
19941228 
19951026 
19970626 
19931228 
19940826 
19941228 



A3 19951026 



R2 r1 0 




R5 




AB The title compds . [I; Z = CO, (un) substituted CH2 , S(0)n (wherein n = 
0-2), C(:N0R6) (wherein R6 = H, alkyl) ; R = H, alkyl, phenylalkyl, a 
triazole-protective group; R1-R5 = H, halo, cyano, N02 , thiol, CHO, 
(un) substituted Ph, alkyl, phenylalkyl, alkenyl, alkoxy, PhO, alkenyloxy, 
alkylthio, C{:NOH), NH2 , etc.] are prepared Thus, addition of Et propiolate to 
2 -nitrobenzaldehyde in the presence of dii sop ropy 1 amine and BuLi in THF at 
-70° and cycloaddn. of the resulting Et 4-hydroxy-4 - (2 -nitrophenyl) - 
2-butynoate with 4-methoxybenzyl azide in toluene at 100° followed 
by Swern oxidation using oxalyl chloride and DMSO in the presence of Et3N in 
CH2C12 at -78° gave a triazole derivative (II; R6 = Et, R7 = N02) and 
its regioisomer . Saponification of this triazole derivative with a mixture of 

1 N aqueous 

NaOH and THF and acidification with HCl followed by catalytic 
hydrogenation over 10% Pd-C in MeOH gave II (R6 = H, R7 =s NH2) which was 
cyclized by treatment with Me3CNH2, 2 -f luoro-l-methylpyridinium 
p-toluenesulfonate, and 3 , 4-dihydro-2H-pyrido [1, 2-a]pyrimidin-2-one in 
CH2C12 under ice-cooling followed by deprotection with CF3C02H in anisole 
to give the title compound I (Z = CO, R = H, R1-R5 = H) (III) . Ill and I (Z 
= CO, R = H, Rl = R2 = R4 = R5 = H, R3 = (E) -CH : CHC02Me) showed IC50 of 12 
and 2.6 nM, resp. , for inhibiting the 2 , 4-dinitrophenyl-Ascaris protein 
(DNP-As) -induced release of histamine in rat immunized with anti-DNP-As 
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serum. A tablet and capsule formulation containing I (Z = CO, R = H, Rl. = R2 
= R4 = R5 = H, R3 = Me) were prepared 
IT 125743'63-7P 134206-09-09 170988-70-29 
170988''75'7P '170988-76-8P 170988-77-9P 
170988-78-OP 170988-79-lP 170988-80-4P 
170988-81-5P 170988-82-6P 170988-83-79 
170988-85-9P 170988-86-09 170988-87-19 
170988-88-29 170988-89-39 170988-90-69 
170988-91-79 170988-92-89 170988-93-99 
170988-96-29 170988-97-39 170988-98-49 

170988- 99-59 170989-00-19 170989-01-29 

170989- 02-39 170989-03-49 170989-04-59 
170989-05-69 170989-06-79 170989-07-89 
170989-09-09 170989-10-39 170989-11-49 
170989-12-59 170989-13-69 170989-14-79 
170989-15-89 170989-16-99 170989-18-19 
170989-19-29 170989-20-59 170989-21-69 
170989-22-79 170989-23-89 170989-24-99 
170989-25-09 170989-26-19 170989-27-29 
170989-29-49 170989-30-79 170989-31-89 
170989-32-99 170989-33-09 170989-34-19 
170989-35-29 170989-36-39 170989-37-49 
170989-38-59 170989-39-69 170989-40-99 
170989-41-09 170989-42-19 170989-43-29 
170989-44-39 170989-59-09 170989-60-39 
170989-63-69 170989-64-79 170989-65-89 
170989-66-99 170989-67-09 170989-68-19 
170989-69-29 170989-70-59 170989-71-69 
170989-72-79 170989-73-89 170989-74-99 
170989-75-09 170989-76-19 170989-77-29 
170989-78-39 170989-79-49 170989-80-79 
170989-81-89 170989-82-99 170989-91-09 

170989- 98-79 170989-99-89 170990-00-89 

170990- 01-99 170990-02-09 170990-03-19 
170990-04-29 170990-05-39 170990-12-29 
170990-13-39 170990-14-49 170990-15-59 
170990-16-69 170990-17-79 170990-18-89 
170990-20-29 170990-21-39 170990-22-49 
170990-23-59 170990-24-69 170990-25-79 
170990-26-89 170990-27-99 170990-28-09 
170990-32-69 170990-33-79 170990-34-89 
170990-35-99 170990-36-09 170990-37-19 
170990-38-29 170990-39-39 170990-40-69 
170990-43-99 170990-44-09 170990-45-19 
170990-49-59 170990-57-59 170990-58-69 
170990-62-29 170990-65-59 170990-67-79 
170990-93-99 170990-94-09 170990-95-19 
170990-96-29 170990-97-39 170990-98-49 

170990- 99-59 170991-00-19 170991-01-29 

170991- 02-39 170991-03-49 

RL: RCT (Reactant) ; SPN (Synthetic preparation); PREP (Preparation); RACT 
(Reactant or reagent) 

(intermediate for preparation of triazolobenzazepine and 
triazolobenzothiazepine derivs. as allergy inhibitors) 
RN 125743-63-7 CAPLUS 

CN Benzonitrile, 4 -[ (4 -methyl -1-piperazinyl) methyl] - (9CI) (CA INDEX NAME) 
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NC 




CH2 ^^^^"^ 



Me 



RN 134206-09-0 CAPLUS 

CN 2-Butynoic acid, 4- (4 , 5-dimethoxy-2-nitrophenyl) -4-hydroxy- , ethyl ester 
(9CI) (CA INDEX NAME) 



OH O 

I It 




RN 170988-70-2 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 5- [hydroxy (4 -methyl -2 - 

nitrophenyl) methyl] -1- [ (4 -met hoxyphenyl) methyl] ethyl ester {9CI) (CA 
INDEX NAME) 



OMe 




C>-OEt 



RN 170988-75-7 CAPLUS 

CN 2-Butynoic acid, 4 -hydroxy-4- (2 -nitrophenyl) - , ethyl ester {9CI) (CA 
INDEX NAME) 
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RN 170988-76-8 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 5- [hydroxy (2 -nit rophenyl) methyl] -1- 
[{4-methoxyphenyl)methyl] ethyl ester (9CI) (CA INDEX NAME) 



OMe 




O 



RN 170988-77-9 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 4- [hydroxy (2 -nit rophenyl) methyl] -1- 
[ (4-methoxyphenyl) methyl] ethyl ester (9CI) (CA INDEX NAME) 




OMe 



RN 170988-78-0 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 1- [ (4 -met hoxyphenyl) methyl] -4- (2- 
nitrobenzoyi) ethyl ester (9CI) (CA INDEX NAME) 
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NO2 




OMe 



RN 170988-79-1 CAPLUS 

CN lH-1, 2 , 3-Tria2ole-4-carboxylic acid, 1- [ {4-methoxyphenyl) methyl] -5- (2- 
nitrobenzoyl) ethyl ester (9CI) (CA INDEX NAME) 



OMe 




C— OEt 

II 
0 

RN 170988-80-4 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 1- [ (4-methoxyphenyl) methyl] -4- (2- 
nitrobenzoyl) - (9CI) (CA INDEX NAME) 
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NO2 




OMe 



RN 170988-81-5 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 4- (2-aminobenzoyl) -1- [ (4- 
methoxyphenyl ) methyl ] - ( 9CI ) ( CA INDEX NAME ) 




OMe 



RN 170988-82-6 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 1- [ (4 -met hoxyphenyl) methyl] -5- (2- 
nitrobenzoyl) - (9CI) (CA INDEX NAME) 
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OMe 




CO2H 



RN 170988-83-7 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 5- (2 -aminobenzoyl) -1- [ (4 - 
methoxyphenyl ) methyl ] - (9CI) (CA INDEX NAME) 



OMe 




CO2H 



RN 170988-85-9 CAPLUS 

CN lH-1, 2, 3-Tria2ole-5-carboxylic acid, 4- (2 -aminobenzoyl) -1- [ (4 - 
methoxyphenyl) methyl] ethyl ester (9CI) (CA INDEX NAME) 
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OMe 



RN 170988-86-0 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 4- [hydroxy (2 -me thoxyphenyl) methyl] -1- 
[ (4-methoxyphenyl)methyl] ethyl ester (9CI) (CA INDEX NAME) 




OMe 



RN 170988-87-1 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 5 - [hydroxy (3 -methyl -2 - 

nitrophenyl) methyl] -1- [ (4 -methoxyphenyl) methyl] ethyl ester (9CI) (CA 
INDEX NAME) 
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OMe 




C-OEt 

II 

O 



RN 170988-88-2 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 1- [ (4 -met hoxyphenyl) methyl] -4-(3- 
methyl-2-nitrobenzoyl) ethyl ester (9CI) (CA INDEX NJ^E) 




OMe 



RN 170988-89-3 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 1- [ (4 -met hoxyphenyl ) methyl] -5- (3- 
methyl-2-nitrobenzoyl) -, ethyl ester {9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 



Page 326 



^' '^'^ . Freistern;i0/5311.7r-- . ' : . ; 12/04/20:06- 



OMe 




C- OEt 



RN 170988-90-6 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 1- [ (4-methoxyphenyl) methyl] -4-(3- 
methyl-2-nitrobenzoyl) - (9CI) (CA INDEX NAME) 




OMe 



RN 170988-91-7 CAPLUS 

CN lH-l,2,3-Tria2ole-5-carboxylic acid, 4- (2-amino-3-methylbenzdyl) -1- [ (4- 
methoxyphenyl ) methyl ] - (9CI) (CA INDEX NAME) 
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Me 



CH2 



CO2H 




OMe 



RN 170988-92-8 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 1- [ (4-methoxyphenyl) methyl] -5- (3- 
methyl-2-nitroben2oyl) - (9CI) (CA INDEX NAME) 



\ NO2 
CO2H 

RN 170988-93-9 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic, acid, 5- (2 -aTnino-3 -methylbenzoyl) -1- [ (4- 
methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



OMe 





CH2 



OMe 





CH2 



CO2H 
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1^ 170988-96-2 CAPLUS 

CN lH-l,2,3-Tria2ole-5-carboxylic acid, 4- [hydroxy (4 -methyl -2- 

nitrophenyDmethyl] -1- t (4-methoxyphenyl)methyl] ethyl ester (9CI) (CA 
INDEX NAME) 




OMe 



RN 170988-97-3 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 1- [ (4-methoxyphenyl) methyl] -4- (4- 
methyl-2-nitrobenzoyl) . ethyl ester (9CI) (CA INDEX NAME) 




OMe 



RN 170988-98-4 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 1- [ (4 -methoxyphenyl) methyl] -5- (4- 
methyl-2-nitrobenzoyl) ethyl ester {9CI) (CA INDEX NAME) 
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OMe 




C-OEt 

II 
0 



RN 170988-99-5 CAPLUS 

CN lH-1, 2 , 3-Tria2ole-5-carboxylic acid, 1- [ (4-methoxyphenyl) methyl] -4- (4- 
methyl-2-nitrobenzoyl) - (9CI) (CA INDEX NAME) 




OMe 



RN 170989-00-1 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4- (2-amino-4-tnethylbenzoyl) -1- [ (4- 
methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 
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OMe 



RN 170989-01-2 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 1- [ (4-methoxyphenyl) methyl] -5- (4- 
methyl-2-nitrobenzoyl) - (9CI) (CA INDEX NAME) 



OMe 




CO2H 



RN 170989-02-3 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4- [hydroxy (5-methyl-2 - 

nitrophenyDmethyl] -1- [ (4-methoxyphenyl)methyl] ethyl ester (9CI) (CA 
INDEX NAME) 
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Me 




OMe 



RN 170989-03-4 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 5- [hydroxy ( 5 -methyl -2- 

nitrophenyl) methyl] -1- [ (4 -me thoxyphenyl) methyl] ethyl ester (9CI) (CA 
INDEX NAME) 



OMe 




C— OEt 

II 

O 



RN 170989-04-5 CAPLUS 

CN lH-1, 2 , 3-Tria2ole-5-carboxylic acid, 1- [ (4 -methoxyphenyl) methyl] -4- (5- 
methyl-2 -nitrobenzoyl) - , ethyl ester (9CI) (CA INDEX NAME) 



Searched by Jolin DiNatale x2-2557 
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.-12/04/2006, 



Me 




OMe 



RN 170989-05-6 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 1- [ (4-inethoxyphenyl) methyl] -5 - (5- 
methyl-2-nitrobenzoyl) - , ethyl ester {9CI). (CA INDEX NAME) 



OMe 




C~OEt 



RN 170989-06-7 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 1- [ (4 -met hoxyphenyl) methyl] -5- (5- 
methyl-2-nitrobenzoyl) - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




CO2H 



RN 170989-07-8 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 5- {2-amino-4-methylbenzoyl) -1- [ (4- 
methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



OMe 




RN 170989-09-0 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4 - [hydroxy (2 -methyl -6- 

nitrophenyl) methyl] -1- [ (4 -methoxyphenyl) methyl] ethyl ester (9CI) (CA 
INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 



RN 170989-10-3 CAPLUS 

CN lH-l,2,3-Tria2ole-4-carboxylic acid, 5- [hydroxy (2 -methyl -6- 

nitrophenyl) methyl] -1- [ (4 -methoxyphenyl) methyl] ethyl ester (9CI) (CA 
INDEX NAME) 



OMe 




C- OEt 

II 

0 



RN 170989-11-4 CAPLUS 

CN lH-l,2,3'-Triazole-5-carboxylic acid, 1- [ (4 -met hoxyphenyl) methyl] -4- (2- 
methyl-6-nitrobenzoyl) ethyl ester (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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RN 170989-12-5 CAPLUS 

CN lH-1, 2 , 3-Tria2ole-4-carboxylic acid, 1- [ (4 -methoxyphenyl) methyl] -5- (2- 
methyl-6-nitrobenzoyl) ethyl ester (9CI) (CA INDEX NAME) 



OMe 




C- OEt 



RN 170989-13-6 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 1- [ (4 -methoxyphenyl) methyl] -4- .{2- 
methyl-6-nitrobenzoyl) - (9CI) (CA INDEX NAME) 



Searched by Jolin DiNatale x2-2557 
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:12/04/2006 




OMe 



170989-14-7 CAPLUS . 

lH-1,2, 3 -Triazole-5-carboxylic acid, 4- (2-amino-6-methylbenzoyl) -1- [ (4- 
methoxyphenyl ) methyl ] - (9CI) (CA INDEX NAME) 




OMe 



RN 170989-15-8 CAPLUS 

CN lH-1,2, 3-Triazole-4-carboxylic acid, 1- t (4 -methoxyphenyl) methyl] -5- (2- 
methyl-6-nitrobenzoyl) - (9CI) (CA INDEX NAME) 



OMe 




Searched by John DiNatale x2-2557 
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RN 170989-16-9 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 5- (2-amino-6-Tnethylbenzoyl) -1- [ (4- 
methoxyphenyl ) methyl ] - (9CI) (CA INDEX NAME) 



OMe 




RN 170989-18-1 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 4 - [hydroxy [5- [ (4 - 

methoxyphenyl) methyl] -2 -nit rophenyl] methyl] -1- [ (4 -met hoxyphenyl) methyl] 
ethyl ester (9CI) (CA INDEX NAME) 




OMe 



RN 170989-19-2 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 5- [hydroxy [5- [ (4 - 

methoxyphenyl) me thoxy] -2 -nit rophenyl] methyl] -1- [ (4 -methoxyphenyl) methyl] 
ethyl ester (9CI) (CA INDEX NAME) 



Searched by Jolm DiNatale x2-2557 
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OMe 




RN 170989-20-5 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 4- [5- [ (4-methoxyphenyl) methoxy] -2- 
nitrobenzoyl] -1- [ {4-methoxyphenyl)methyl] ethyl ester (9CI) (CA INDEX 
NAME) 




OMe 



RN 170989-21-6 CAPLUS 

CN Methanone, [1,4-bis [ (4 -met hoxyphenyl) methyl] -lH-1, 2 , 3 - triazol-5-yl] [3- [ (4- 
methoxyphenyl ) methoxy] phenyl ] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 



Page 339 



Freistefnl0/S31171 



12/04/2006 



OMe 




OMe 



RN 170989-22-7 CAPLUS 

CN lH-1 , 2 , 3 -Triazole-5-carboxylic acid, 4- [5- [ {4-methoxyphenyl) methoxy] -2- 
nitrobenzoyl] -1- [ (4-methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 




OMe 



RN 170989-23-8 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 5- [5- [ {4-methoxyphenyl)methoxy] -2- 
nitrobenzoyl] -1- [ ( 4 -methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




RN 170989-24-9 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4 - [2 -amino-5 - [ (4 - 

methoxyphenyl) me thoxy] benzoyl] -1- [ (4-methoxyphenyl) methyl] - (9CI) (CA 
INDEX NAME) 




OMe 



RN 170989-25-0 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 5- [2 -amino-5- [ (4- 

methoxyplienyl) me thoxy] benzoyl] -1- [ (4-methoxyphenyl) methyl] - (9CI) (CA 
INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




RN 170989-26-1 CAPLUS 

CN 1,2,3 -Triazolo [4 , 5-c] [1] benzazepine-4 , 10 (IH, 5H) -dione , 

6- [ {4-methoxyphenyl)methoxy] -1- [ (4 -met hoxyphenyl) methyl] - (9CI) (CA INDEX 
NAME) 



OMe 




RN 170989-27-2 CAPLUS 

CN 1,2, 3 -Triazolo [4 , 5-c] [1] benzazepine-4 , 10 (3H, 5H) -dione, 

6- [ (4-methoxyp]ienyl)metlioxy] -3- t (4-metlioxyphenyl) methyl] - {9CI) (CA INDEX 
NAME) 



Searched by John DiNatale x2-2557 



Page 342 



. .V • ; n;^ua6 Fr^i;steiiv 1 0/531-1 7 l^r-'' -. , " T 12/0472006 



OMe 




0 



RN 170989-29-4 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 1- [ (4-methoxyphenyl) methyl] -4- [2- 
[[ (phenylmethoxy) carbonyl] amino] benzoyl] - , etliyl ester (9CI) (CA INDEX 
NAME) 



O 

II 

NH— C-0— CH2~Ph 




OMe 



RN 170989-30-7 CAPLUS 

CN lH-1,2, 3-Triazole-5-carboxylic acid, 1- t (4-methoxyphenyl) methyl] -4- [2- 
[methyl [ (phenylmethoxy) carbonyl] amino] benzoyl] - , ethyl ester (9CI) (CA 
INDEX NAME) 



Searched by John DiNatale x2-2557 
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Me O 




OMe 



RN 170989-31-8 CAPLUS 

CN lH-1,2, 3-Triazole-5-carboxylic acid, 1- [ (4 -met hoxyphenyl) methyl] -4- [2- 
(methylamino) benzoyl] - (9CI) (CA INDEX NAME) 



NHMe 




OMe 



RN 170989-32-9 CAPLUS 

CN 2-Butynoic acid, 4- [4- (dimethoxymethyl) -2-nitrophenyl] -4-hydroxy- , ethyl 
ester (9CI) (CA INDEX NAME) 



O 

II 

C-C-OEt 



RN 170989-33-0 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 4 -[ [4 - (dimethoxymethyl) -2 - 

nitrophenyl] hydroxymethyl] -1- [ (4-methoxyphenyl) methyl] ethyl ester {9CI) 




Searched by Jotin DiNatale x2-2557 
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(CA INDEX NAME) 



OMe 




OMe 



RN 170989-34-1 CAPLUS 

CN lH-1,2, 3-Tria2ole-4-carboxylic acid, 5- [ [4 - (dimethoxymethyl) -2 - 

nitrophenyl]hydroxymethyl] -1- [ (4-methoxyphenyl)methyl] ethyl ester {9CI) 
(CA INDEX NAME) 



OMe 




C- OEt 

II 

0 



RN 170989-35-2 CAPLUS 

CN lH-1,2, 3-Triazole-5-carboxylic acid, 4- [4- (dimethoxymethyl) -2 - 

nitrobenzoyl] -1- [ (4-methoxyphenyl)methyll ethyl ester (9CI) (CA INDEX 
NAME) 



Searched by John DiNatale x2-2557 
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OMe 




OMe 



RN 170989-36-3 CAPLUS 

CN lH-1, 2; 3-Triazole-4-carboxylic acid, 5 - [4 - (dimethoxymethyl) -2 - 

nitrobenzoyl] -1- [ (4 -methoxyphenyl) methyl] ethyl ester {9CI) (CA INDEX 
NAME) 



OMe 




C-OEt 

II 

O 



RN 170989-37-4 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 4 - [4 - (dimethoxymethyl) -2 - 

nitrobenzoyl] -1- [ ( 4 -methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




OMe 



RN 170989-38-5 CAPLUS 

CN lH-1, 2, 3-Tria2ole-5-carboxylic acid, 4- [2 -amino-4 - 

( dime thoxymethyl) benzoyl] -1- [ (4-methoxyphenyl) methyl] - (9CI) (CA INDEX 
NAME) 



OMe 




OMe 



RN 170989-39-6 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 5- [4 - (dimethoxymethyl) -2- 
nitrobenzoyl] -1- [ (4-metlioxyplienyl) methyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




CO2H 



RN 170989-40-9 CAPLUS 

CN lH-1,2, 3-Triazole-4-carboxylic acid, 5- [2 -amino -4 - 

(dimethoxymethyl) benzoyl] -1- [ (4-methoxyphenyl) methyl] - (9CI) {CA INDEX 
NAME) 



OMe 




CO2H 



RN 170989-41-0 CAPLUS 

CN 1,2 , 3-Triazolo [4 , 5-c] [1] benzazepine-4 , 10 (IH, 5H) -dione, 

7- (dimethoxymethyl) -1- [ (4-methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 




O 



RN 170989-42-1 CAPLUS 

CN 1,2, 3-Triazolo [4 , 5-c] [1] benzazepine-4 , 10 (3H, 5H) -dione, 

7- (dimethoxymethyl) -3- [ (4-methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




0 



170989-43-2 CAPLUS 

l,2,3-Triazolo[4,5-c] [1] benzazepine-7-carboxaldehyde, 1, 4 , 5, 10-tetrahydro- 
l- [ (4-methoxyphenyl) methyl] -4 , 10-dioxo- (9CI) (CA INDEX NAME) 




O 



170989-44-3 CAPLUS 

1, 2, 3-Triazolo [4 , 5-c] [lJbenzazepine-7-carboxaldehyde, 3,4,5, 10 - tetrahydro- 
3 - [ (4-methoxyphenyl) methyl] -4 , 10-dioxo- (9CI) (CA INDEX NAME) 



OMe 




O 



170989-59-0 CAPLUS 



Searched by John DiNatale x2-2557 
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1,2,3 -Triazolo [4 , 5-c] [1] benzazepine-4 , 10 (3H, 5H) -dione, 

7- (l-hydroxyethyl) -3- [ (4-methoxyphenyl)methyl] - (9CI) (CA INDEX NAME) 



OMe 




170989-60-3 CAPLUS 

1,2 , 3-Triazolo [4 , 5-c] [1] benzazepine-4 , 10 (3H, 5H) -dione, 
7-acetyl-3- [{4-methoxyphenyl)methyl] - (9CI) (CA INDEX NAME) 



OMe 




170989-63-6 CAPLUS 

l,2,3-Triazolo[4,5-c] [1] benzazepine-4 , 10 (3H,5H) -dione, 

7- (methoxymethyl) -3- [ (4-methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




RN 170989-64-7 CAPLUS 

CN Benzoic acid, 4- [4- (1, 1 -dime thy lethoxy) -l-hydroxy-4-oxo-2-butynyl] -3-nitro- 
methyl ester (9CI) (CA INDEX NAME) 




O 



RN 170989-65-8 CAPLUS 

CN lH-1,2, 3-Triazole-5-carboxylic acid, 4- [hydroxy [4- (methoxycarbonyl) -2- 

nitrophenyl] methyl] -1- [ (4-methoxyphenyl) methyl] 1, 1-dimethylethyl ester 
{9CI) (CA INDEX NAME) 




OMe 



RN 170989-66-9 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 5- [hydroxy [4- (methoxycarbonyl) -2- 



Searched by John DiNatale x2-2557 
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nitrophenyl] m^jthyl] -1- [ {4-methoxyphenyl) methyl] 1, 1-dimethylethyl ester 
(9CI) (CA INDEX NAME) 



OMe 




C-OBu-t 

II 

0 



RN 170989-67-0 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4 - [4 - (methoxycarbonyl) -2 - 

nitrobenzoyl] -1- [ (4-methoxyphenyl) methyl] 1, 1-dimethylethyl ester (9CI) 
(CA INDEX NAME) 




OMe 



RN 170989-68-1 CAPLUS 

CN lH-1,2, 3-Triazole-4-carboxylic acid, 5- [4- (methoxycarbonyl) -2- 

nitrobenzoyl] -1- [ (4-methoxyphenyl) methyl] 1, 1-dimethylethyl ester (9CI) 
(CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




O 



RN 170989-69-2 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 4- [4- (methoxycarbonyl) -2- 
nitrobenzoyl] -1- [ (4-methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 




OMe 



RN 170989-70-5 CAPLUS 

CN lH-1, 2; 3-Triazole-5-carboxylic acid, 4- [2-amino-4- 

(methoxycarbonyl) benzoyl] -1- [ (4-methoxyplienyl) methyl] - (.9CI) (CA INDEX 
NAME) 



Searched by Jolin DiNatale x2-2557 
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OMe 



RN 170989-71-6 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 5- [4- (methoxycarbonyl) -2- 

nitrobenzoyl] -1- [ (4 -met hoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



OMe 

CH2 II 

\ N02 
CO2H 

RN 170989-72-7 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 5- [2-amino-4- 

(methoxycarbonyl) benzoyl] -1- [ (4-methoxyphenyl) methyl] - (9CI) (CA INDEX 
NAME) 



Searched by Jotin DiNatale x2-2557 
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OMe 




CO2H 



RN 170989-73-8 CAPLUS 

CN 1, 2, 3-Triazolo [4, 5-c] [1] benzazepine-7-carboxylic acid, 

1, 4, 5, 10-tetrahydro-l- [ (4-methoxyphenyl) methyl] -4 , 10-dioxo- , methyl ester 
(9CI) (CA INDEX NAME) 




O 



RN 170989-74-9 CAPLUS 

CN 2-Butynoic acid, 4 -hydroxy-4 - [4- (methoxymethoxy) -2 -nitrophenyl] - , ethyl, 
ester (9CI) (CA INDEX NAME) 




RN 170989-75-0 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4- [hydroxy [4- (methoxymethoxy) -2- 
nitrophenyl] methyl] -1- [ (4-methoxyphenyl) methyl] ethyl ester (9CI) (CA 
INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 



RN 170989-76-1 CAPLUS 

CN 1H~1,2, 3-Triazole-4-carboxylic acid, 5- [hydroxy [4- (methoxymethoxy) -2- 

nitrophenyllmethyl] -1- [ {4-methoxyphenyl)raethyl] ethyl ester (9CI) (CA 
INDEX NAME) 



OMe 




C— OEt 



RN 170989-77-2 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 4- [4- (methoxymethoxy) -2-nitroben2oyl] - 
1- [ (4 -met hoxyphenyl) methyl] ethyl ester (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 



RN 170989-78-3 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 5- [4- (methoxymethoxy) -2-nitrobenzoyl] - 
1- [(4-methoxyphenyl)methyl] ethyl ester (9CI) (CA INDEX NAME) 



OMe 




C- OEt 

II 

0 



RN 170989-79-4 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4- [4- (methoxymethoxy) -2-nitrobenzoyl] - 
1- [ (4 -methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 



RN 170989-80-7 CAPLUS 

CN Methanone, [2 -ami no-4- (met hoxymethoxy) phenyl] [1- [ (4 -methoxyphenyl) methyl] - 
lH-l,2,3-triazol-4-yl] - {9CI) (CA INDEX NAME) 




0-CH2-0Me 



OMe 



RN 170989-81-8 CAPLUS 

CN lH-1 , 2 , 3 -Triazole-4 -carboxylic acid, 5- [4- (methoxymethoxy) -2-nitrobenzoyl] - 
1- [ (4-methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



OMe 




CO2H 



Searched by John DiNatale x2-2557 
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RN 170989-82-9 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 5- [2ramino-4- ( me thoxymethoxy) benzoyl] - 
1- [(4 -methoxyphenyl) methyl] - {9CI) (CA INDEX NAME) 



OMe 




CO2H 



RN 170989-91-0 CAPLUS 

CN 1, 2; 3-Triazolo [4, 5-c] [1] benzazepine-4 , 10 (3H, 5H) -dione , 

3- [ ( 4 -metlioxyplienyl) methyl] -7- (phenylraethoxy) - (9CI) (CA INDEX NAME) 



OMe 



Ph- CH2-0. 




O 



RN 170989-98-7 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4- [hydroxy [5- (me thoxymethoxy) -2- 

nitrophenyl] methyl] -1- [ (4-methoxyphenyl)methyl] ethyl ester (9CI) (CA 
INDEX NAME) 



Searched by John DiNatale x2-2557 
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MeO— CH2--0 




OMe 



RN 170989-99-8 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 5- [hydroxy [5- (methoxymethoxy) -2- 

nitrophenyl]methyl] -1- [ (4-methoxyphenyl)methyl] ethyl ester (9CI) (CA 
INDEX NAME) 



OMe 




C— OEt 

II 

O 



RN 170990-00-8 CAPLUS 

CN lH-1, 2, 3-Tria2ole-5-carboxylic acid, 4- [5- (methoxymethoxy) -2 -nitrobenzoyl] - 
1- [ (4 -methoxyphenyl) methyl] ethyl ester (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 



RN 170990-01-9 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 5- [5- (methoxymethoxy) -2 -nitrobenzoyl] - 
1- [(4 -methoxyphenyl) methyl] ethyl ester (9CI) (CA INDEX NAME) 



OMe 




C-OEt 

II 

O 



RN 170990-02-0 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4- [5- (methoxymethoxy) -2-nitrobenzoyl] - 
1- [ (4 -methoxyphenyl) methyl ] - (9CI) . (CA INDEX NAME). 



Searched by John DiNatale x2-2557 
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RN 170990-03-1 CAPLUS 

CN lH-1, 2 , 3-Tria2ole-5-carboxylic acid, 4- [2-amino-5- (methoxymethoxy) benzoyl] - 
1- [ (4 -methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



MeO- CH2-0 




OMe 



RN 170990-04-2 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 5- [5- (metlioxymethoxy) -2 -nitrobenzoyl] - 
1- [ (4-met]ioxyphenyl)met]iyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




CO2H 



RN 170990-05-3 CAPLUS 

CN lH-l,2,3-Tr.iazole-4-carboxylic acid, 5- [2-amino-5- ( me thoxymethoxy) benzoyl] - 
1- [(4-methoxyphenyl)methyl] - (9CI) (CA INDEX NAME) 



OMe 




CO2H 



RN 170990-12-2 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 4- [ (4 , 5 -dimethoxy-2 - 

nitrophenyDhydroxymethyl] -1- [ (4-methoxyphenyl) methyl] ethyl ester (9CI) 
(CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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NO2 




OMe 



OMe 

RN 170990-13-3 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 5- [ (4 , 5-dimethoxy-2- 
nitrophenyl) hydroxymethyl] -1- [ { 4 -methoxyphenyl) methyl] ethyl ester (9CI) 
(CA INDEX NAME) 



OMe 




OMe 



RN 170990-14-4 CAPLUS 

CN lH-1 , 2 , 3-Triazole-5-carboxylic acid, 4 - (4 , 5-dimethoxy-2 -nitrobenzoyl) -1- 
[ (4 -methoxyphenyl) methyl] ethyl ester (9CI) (CA INDEX NAME) 



Searched by Jolin DiNatale x2-2557 
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RN 170990-15-5 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 5- (4, 5-dimethoxy-2-nitrobenzoyl) -1- 
[ (4-methoxyphenyl)methyl] ethyl ester (9CI) (CA INDEX NAME) 



OMe 




RN 170990-16-6 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 4- (4 , 5-dimethoxy-2-nitrobenzoyl) -1- 
[ (4 -methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 



RN 170990-17-7 CAPLUS 

CN lH-1, 2, 3-Tria2ole-5-carboxylic acid, 4- {2-amino-4, 5-dimethoxybenzoyl) -1- 
[ (4 -met hoxyphenyl) methyl ] - (9CI) (CA INDEX NAME) 




OMe 



RN 170990-18-8 CAPLUS 

CN lH-1 , 2 , 3-Triazole-4-carboxylic acid, 5- (4 , 5 -dimethoxy-2 -nitrobenzoyl) -1- 
[ (4 -methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




RN 170990-20-2 CAPLUS 

CN 2-Butynoic acid, 4- (4 , 5-dimethyl-2-nitrophenyl) -4-hydroxy- , ethyl ester 
(9CI) (CA INDEX NAME) 



OH O 




RN 170990-21-3 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 4 -[ (4 , 5 -dimethyl -2 - 

nitrophenyl) hydroxymethyl] -1- [ (4 -met hoxyphenyl) methyl] ethyl ester (9CI) 
(CA INDEX NAME) 




OMe 



RN 170990-22-4 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 5- [ (4 , 5-dimethyl-2- 

nitrophenyl) hydroxymethyl] -1- [ {4 -methoxyphenyl) methyl] ethyl ester (9CI) 
(CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




RN 170990-23-5 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 4- (4, 5-dimethyl-2-nitrobenzoyl) -1- [ (4- 
methoxyphenyl) methyl] ethyl ester {9CI) (CA INDEX NAME) 




OMe 



RN 170990-24-6 CAPLUS 

CN lH-1,2, 3-Triazole-4-carboxylic acid, 5- (4, 5 -dimethyl- 2 -nitrobenzoyl) -1- [ (4- 
methoxyphenyl ) methyl] ethyl ester (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




170990-25-7 CAPLUS 

lH-1, 2, 3-Tria2ole-5-carboxylic acid, 4- (4 , 5-dimethyl-2-nitrobenzoyl) -1- [ (4^ 
methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 




OMe 



RN 170990-26-8 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 4- (2 -amino-4 , 5 -dimethylbenzoyl) -1- [ (4- 
methoxyphenyl ) methyl ] - (9CI) (CA INDEX NAME) 



RN 
CN 



Searched by John DiNatale x2-2557 
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RN 170990-27-9 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 5- (4 , 5-dimethyl-2 -nitrobenzoyl) -1- [ (4- 
methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



OMe 




RN 170990-28-0 CAPLUS 

CN lH-1,2, 3-Triazole-4-carboxylic acid, 5- {2-amino-4, 5-dimethylbenzoyl) -1- [ (4- 
methoxyphenyl ) methyl ] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 



Page 370 
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OMe 




RN 170990«32-6 CAPLUS 

CN 2-Butynoic acid, 4-hydroxy-4- (5-methoxy-4-methyl-2-nitrophenyl) - , ethyl 
ester {9CI) (CA INDEX NAME) 



OH O 

I II 




RN 170990-33-7 CAPLUS 

CN lH-1,2, 3-Triazole^5-carboxylic acid, 4- [hydroxy ( 5 -me thoxy- 4 -methyl -2- 

nitrophenyDmethyl] -1- [ (4-methoxyphenyl)methyl] ethyl ester (9CI) (CA 
INDEX NAME) 




OMe 



RN 170990-34-8 CAPLUS 

CN lH-1, 2 , 3-Triazole-4-carboxylic acid, 5- [hydroxy ( 5 -me thoxy -4 -methyl -2 - 

nitrophenyl ) methyl] -1- [ (4 -methoxyphenyl) methyl] - , ethyl ester (9CI) (CA 
INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




RN 170990-35-9 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 4- (5-methoxy-4-methyl-2-nitrobenzoyl) - 
1- [ (4 -methoxyphenyl) methyl] ethyl ester (9CI) (CA INDEX NAME) 




OMe 



RN 170990-36-0 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 5- (5-Tnethoxy-4-methyi-2-nitrobenzoyl) - 
1- [ {4-methoxyphenyl) methyl] ethyl ester (9CI) (CA INDEX NAME) 



Searched by John DiNatale X2-2557 
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OMe 




OMe 



O 



RN 170990-37-1 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4- (5-methoxy-4-methyl-2-nitrobenzoyl) 
1- [{4-methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 




OMe 



RN 170990-38-2 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 4- (2-amino-5-methoxy-4-methylbenzoyl) - 
1- [ {4-methoxyphenyl) methyl ] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 



RN 170990-39-3 CAPLUS 

CN lH-1, 2 , 3-Tria2ole-4-carboxylic acid, 5- (5-methoxy-4 -Tnethyl-2 -nitrobenzoyl) - 
1- [ (4 -methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



OMe 




RN 170990-40-6 CAPLUS 

CN lH-1 , 2 , 3 -Triazole-4 -carboxylic acid, 5 - (2 -amino-5 -methoxy-4 -methylbenzoyl) - 
1- [ (4 -methoxyphenyl) methyl] - (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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RN 170990-43-9 CAPLUS 

CN 2-Butynoic acid, 4 -hydroxy-4 - (4 -methyl-2 -nitrophenyl) - , ethyl ester (9CI) 
(CA INDEX NAME) 




RN 170990-44-0 CAPLUS 

CN lH-1, 2, 3-Tria2ole-5-carboxylic acid, 4- (2-amino-4-methylben2oyl) -1- [ (4- 
methoxyphenyl) methyl] ethyl ester (9CI) (CA INDEX NAME) 




OMe 



RN 170990-45-1 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 5- {2-amino-4-methylbenzoyl) -1- [ (4- 
methoxyphenyl ) methyl] ethyl ester (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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RN 170990-49-5 CAPLUS 

CN 1,2 , 3-Triazolo [4, 5~c] [1] benzazepine-4 , 10 (IH, 5H) -dione, 

1- [ ( 4 -methoxyphenyl) methyl] -7- [3 - (4 -methoxyphenyl) -3 -oxo-l-propenyl] - , 
(E) - (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 




O 



RN 170990-57-5 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4- (4-f ormyl-2 -nitrobenzoyl) -1- [ (4- 
methoxyphenyl ) methyl] ethyl ester (9CI) (CA INDEX NAME) 




Searched by John DiNatale x2-2557 
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RN 170990-58-6 CAPLUS 

CN lK-1,2, 3-Triazole-4-carboxylic acid, 5- [2-amino-4- 

[ (propylamine) methyl] benzoyl] -1- [ { 4. -metlioxyplienyl) methyl] ethyl ester 
{9CI) (CA INDEX NAME) 



OMe 




CH2 




CH2— NHPr-n 



C- OEt 

II 

O 



RN 170990-62-2 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 4- [2-amino-4- 

[ [ (phenylmethyl) amino] methyl] benzoyl] -1- [ (4 -met hoxyphenyl) methyl] ethyl 
ester (9CI) (CA INDEX NAME) 




CH2— NH-CH2- Ph 



OMe 



RN 170990-65-5 CAPLUS 

CN lH-1,2, 3-Triazole-5-carboxylic acid, 4- [2-amino-4- [ [ [2- 

(dimethylamino) ethyl] amino] methyl] benzoyl] -1- t (4 -ethylphenyl) methyl] 
ethyl ester (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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Et 



RN 170990-67-7 CAPLUS 

CN lH-1, 2, 3-Triazole-5-carboxylic acid, 4- [2 -amino-4- [ [ [ (4- 
methoxyphenyl) methyl] amino] metliyl] benzoyl] -1- [ (4-metlioxyphenyl) metliyl] 
etliyl ester {9CI) (CA INDEX NAME) 



NH2 




OMe 



RN 170990-93-9 CAPLUS 

CN lH-l,2,3-Triazole-4-carboxylic acid, 5 - [4 - (dimethoxymethyl) -2 - 

(hydroxyamino) benzoyl] -1- [ (4-metlioxyplienyl)met]iyl] - (9CI) (CA INDEX NAME) 



Searclied by Jotui DiNatale x2-2557 
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OMe 




CO2H 



RN 170990-94-0 CAPLUS 

CN l,2,3-Tria2olo[4,5-c] [1] benzazepine-4 , 10 (3H,5H) -dione, 

6- (dimethoxymethyl) -9 -hydroxy- 3- [ (4 -methoxyphenyl) methyl] - (9CI) (CA 
INDEX NAME) 



OMe 




OH 



RN 170990-95-1 CAPLUS 

CN 1,2,3 -Triazolo [4 , 5-c] [1] benzazepine-7-carboxaldehyde, 3,4,5, 10-tetrahydro- 
9-hydroxy-3- [ (4-methoxyphenyl)tnethyl] -4, 10-dioxo- {9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




O 



RN 170990-96-2 CAPLUS 

CN 2-Butynoic acid, 4-hydroxy-4- [4- [ (4-methylbenzoyl) amino] -2-nitrophenyl] 
ethyl ester (9CI) (CA INDEX NAME) 




RN 170990-97-3 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 4- [hydroxy[4- [ (4 -methylbenzoyl) amino] - 
2-nitrophenyl]methyl] -1- [ (4-methoxyplienyl)methyl] etliyl ester (9CI) (CA 
INDEX NAME) 




OMe 



RN 170990-98-4 CAPLUS 

CN lH-1 , 2 , 3 -Tria2ole-4-carboxylic acid, 5- [hydroxy [4- [ (4 -methylbenzoyl) amino] - 
2 -nitrophenyl] methyl] -1- [ (4 -methoxyphenyl) methyl] - , ethyl ester {9CI) (CA 
INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




RN 170990-99-5 CAPLUS 

CN lH-l,2,3-Triazole-5-carboxylic acid, 1- [ (4-Tnethoxyphenyl) methyl] -4- [2- [ (4- 
methylbenzoyl) amino] benzoyl] ethyl ester (9CI) (CA INDEX NAME) 




OMe 



RN 170991-00-1 CAPLUS 

CN lH-1, 2 , 3-Tria2ole-4-carboxylic acid, 1- [ (4 -methoxyphenyl) methyl] -5- [2- [ (4- 
methylbenzoyl) amino] benzoyl] ethyl ester (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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OMe 




RN 170991-01-2 CAPLUS 

CN lH-1, 2 , 3-Triazole-5-carboxylic acid, 1- [ (4-methoxyphenyl) methyl] -4- [4- [ (4- 
methylbenzoyl) amino] benzoyl] - , ethyl ester {9CI) (CA INDEX NAME) 




OMe 



RN 170991-02-3 CAPLUS 

CN Benzamide, 4 -methyl -N- [1,4,5, 10 - tetrahydro-1- [ (4 -met hoxyphenyl) methyl] - 
4,10-dioxo-l,2,3-triazolo[4,5-c] tU benzazepin-7-yl] - (9CI) (CA INDEX 
NAME) 




O 



Searched by John DiNatale x2-2557 
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RN 170991-03-4 CAPLUS 

CN Benzamide, 4-methyl-N- [3 , 4 , 5 , lO-tetrahydro-3- [ (4 -methoxyphenyl) methyl] - 
4,10-dioxo-l,2,3-triazolo[4,5-c] [1] benzazepin-7-yl] - (9CI) (CA INDEX 
NAME) 



OMe 




IT 170987-83-4P 170987-94-79 170987-95-8P 

170987- 96-9P 170988-03-lP 170988-09'7P 

170988- 21-3P 170988''32-6P 170988-47-'3P 
170988-48-4P 170988-60-09 170988'63-3P 
170988-66-6P 170988-70-2P 

RL: BAG (Biological activity or effector, except adverse) ; BSU (Biological 
study, unclassified) ; SPN (Synthetic preparation) ; THU (Therapeutic use) ; 
BIOL (Biological study) ; PREP (Preparation) ; USES (Uses) 

(preparation of triazolobenzazepine and triazolobenzothiazepine derivs. as 

allergy inhibitors) 
RN 170987-83-4 CAPLUS 

CN 1, 2, 3-Triazolo [4 , 5-c] [1] benzazepine-7 -carboxaldehyde , 1,4,5, 10-tetrahydro- 
4,10-dioxo- (9CI) (CA INDEX NAME) 



0 




O 



RN 170987-94-7 CAPLUS 

CN 1, 2, 3-Triazolo [4, 5-c] [1] benzazepine-4 , 10 (IH, 5H) -dione, 7-acetyl- {9CI) 
(CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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RN 170987-95-8 CAPLUS 

CN 1,2 , 3-Triazolo [4, 5-c] [1] benzazepine-4 , 10 (IH, 5H) -dione, 7- (methoxymethyl) - 
(9CI) (CA INDEX NAME) 



MeO— CH2 




RN 170987-96-9 CAPLUS 

CN 1 , 2 , 3 -Triazolo [4 , 5-c] [1] benzazepine-7-carboxylic acid, 

l,4,5,10-tetrahydro-4,10-dioxo-, methyl ester (9CI) (CA INDEX NAME) 



MeO— 




NH 



RN 170988-03-1 CAPLUS 

CN 1, 2, 3-Triazolo [4, 5-c] [1] benzazepine-4 , 10 (IH, 5H) -dione, 7- (phenylmethoxy) 
(9CI) (CA INDEX NAME) 



Ph— CH2 — 




Searched by John DiNatale x2-2557 
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RN 170988-09-7 CAPLUS 

CN l,2,3-Tria2olot4,5-c] [1] benza2epine-4 , 10 (IH, 5H) -dione, ' 

7- [2- (4-methoxyphenyl) -2-oxoethoxy] - (9CI) (CA INDEX NAME) 




O 



RN 170988-21-3' CAPLUS 

CN 1, 2, 3-Triazolo [4 , 5-c] [1] benzazepine-4 , 10 (IH, 5H) -dione, 

7- [3- (4-methoxyphenyl) -3-oxo-l-propenyl] (E) - (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 




RN 170988-32-6 CAPLUS 

CN 1,2 , 3-Triazolo [4, 5-c] [1] benzazepine-7-carboxaldehyde , 1,4,5, 10 - tetrahydro- 
4,10-dioxo-, 7- [O- (phenylmethyl)oxime] (9CI) (CA INDEX NAME) 



O 




RN 170988-47-3 CAPLUS 

CN 1,2, 3-Triazolo [4, 5-c] [1] benzazepine-4 , 10 (IH, 5H) -dione, 

7- [2- (2-metlioxyplienyl) -2-oxoetlioxy] - (9CI) (CA INDEX NAME) 



Searclied by John DiNatale x2-2557 
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O 



RN 170988-48-4 CAPLUS 

CN 1, 2 , 3-Triazolo [4 , 5-c] [1] ben2azepine-4 , 10(1H,5H) -dione, 

7- [2- {2-chlorophenyl) -2-oxoethoxy] - (9CI) (CA INDEX NAME) 




O 



RN 170988-60-0 CAPLUS 

CN 1,2 , 3-Triazolo [4 , 5-c] [1] benzazepine-4 , 10 (IH, 5H) -dione, 

8- [2- {4-methoxyphenyl) -2-oxoethoxy] - (9CI) (CA INDEX NAME) 




RN 170988-63-3 CAPLUS 

CN 1, 2, 3-Triazolo [4, 5-c] [1] benzazepine-4 , 10 (IH, 5H) -dione, 

8- [2- {2-methoxyphenyl) -2-oxoethoxy] - (9CI) (CA INDEX NAME) 




Searched by John DiNatale x2-2557 
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RN 170988-66-6 CAPLUS 

CN Benzamide, 4 -methyl -N- (1, 4, 5, lO-tetrahydro-4, lO-dioxo-1,2, 3-triazolo[4, 5- 
c] [l]benzazepin-7-yl) - (9CI) (CA INDEX NAME) 




O 



RN 170988-70-2 CAPLUS 

CN lH-1, 2, 3-Triazole-4-carboxylic acid, 5 - [hydroxy (4 -methyl -2 - 

nitrophenyDmethyl] -1- [ (4-methoxyphenyl)methyl] ethyl ester (9CI) (CA 
INDEX NAME) 



OMe 




C- OEt 

II 
O 



IT 501-53-1, Benzyl chlorof ormate 536-38-9 552-89-6 
, 2-Nitrobenzaldehyde 1777-55-5 2632-13-5, 

4 -Methoxyphenacyl bromide 2687-43-6, O -Benzyl hydroxy 1 amine 

hydrochloride 17201-43-3 , 4 -Cyanobenzyl bromide 

20357-22-6 , 4 -Methyl -2 -nitrobehzaldehyde 20357-25-9 , 

4 , 5-Dimethoxy-2-nitrobenzaldehyde 31949-21-0 , 2 -Methoxyphenacyl 

bromide 77405-69-7 153813-69-5 170988-85-9 

1 70991 -09-0 , 4 -Dimethoxymethyl - 2 -ni trobenzaldehyde 

170991-11-4 170991-12-5 170991-13-6 

170991-14-7 170991-15-8 170991-16-9 

RL: RCT. (Reactant) ; RACT (Reactant or reagent) 

(reaction in preparation of triazolobenzazepine and triazolobenzothiazepine 
derivs. as allergy inhibitors) 
RN 501-53-1 CAPLUS 

CN Carbonochloridic acid, phenylmethyl ester (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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O 

II 

CI— C-0-CH2-Ph 



RN 536-38-9 CAPLUS 

CN Ethanone, 2-broTno-l- (4-chlorophenyl) - (9CI) (CA INDEX NAME) 



O 

II 




RN 552-89-6 CAPLUS 

CN Benzaldehyde, 2-nitro- (9CI) (CA INDEX NAME) 




RN 1777-55-5 CAPLUS 

CN Ethanone, 1- (4-methoxyphenyl) -2- (triphenylphosphoranylidene) - (9CI) (CA 
INDEX NAME) 



O 

II 




C- CH= PPh3 



RN 2632-13-5 CAPLUS 

CN Ethanone, 2 -bromo-1- (4 -methoxyphenyl) - (9CI) (CA INDEX NAME) 



O 
11 




C-CH2Br 



RN 2687-43-6 CAPLUS 

CN Hydroxylamine, O- (phenyl methyl) - , hydrochloride (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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Il2N-0-CH2-Ph 



• HCl 



RN 17201-43-3 CAPLUS 

CN Benzonitrile, 4- (bromomethyl) - (9CI) (CA INDEX NAME) 




RN 20357-22.-6 CAPLUS 

CN Benzaldehyde, 4-methyl-2-nitro- (9CI) (CA INDEX NAME) 




Me 



RN 20357-25-9 CAPLUS 

CN Benzaldehyde, 4, 5-dimethoxy-2-nitro- (9CI) (CA INDEX NAME) 




RN 31949-21-0 CAPLUS 

CN Ethanone, 2-bromo-l- (2-methoxyphenyl) - (9CI) (CA INDEX NAME) 



O 

II 




RN 77405-69-7 CAPLUS 

CN Benzaldehyde, 5- [ (4-methoxyphenyl)methoxy] -2-nitro- {9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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CHO 




RN 153813-69-5 CAPLUS 

CN Benzoic acid, 4 -f ormyl-3-nitro- , methyl ester (9CI) (CA INDEX NAME) 



N02 



OHC. 




tl 
O 

RN 170988-85-9 CAPLUS 

CN lH-1,2, 3-Triazole-5-carboxylic acid, 4 - (2 -aminobenzoyl) -1- [ (4- 
methoxyphenyl ) methyl] ethyl ester {9CI) (CA INDEX NAME) 




OMe 



RN 170991-09-0 CAPLUS 

CN Benzaldehyde, 4- (dimethoxymethyl) -2-nitro- (9CI) (CA INDEX NAME) 



OMe 




N02 



RN 170991-11-4 CAPLUS 
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CN Benzaldehyde, 4- (methoxymethoxy) -2-nitro- (9CI) (CA INDEX NAME) 



12/:04/2006 




RN 17 0991-12-5 CAPLUS 

CN Benzaldehyde, 5- (methoxymethoxy) -2-nitro- (9CI) (CA INDEX NAME) 




MeO- CH2-0 



RN 170991-13-6 CAPLUS 

CN Benzaldehyde, 4 , 5-dimethyl-2-nitro- (9CI) (CA INDEX NAME) 




RN 170991-14-7 CAPLUS 

CN Benzaldehyde, 5-methoxy-4-methyl-2-nitro- (9CI) (CA INDEX NAME) 




RN 170991-15-8 CAPLUS 

CN Hypobromous acid, 2 -oxo- 4 -phenyl butyl ester (9CI) (CA INDEX NAME) 



Br- O- CH2- C- CH2- CH2- Ph 



RN 170991-16-9 CAPLUS 

CN Benzamide, N- (4-f ormyl-3 -nitrophenyl) -4 -methyl- (9CI) (CA INDEX NAME) 
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CAPLUS COPYRIGHT 2006 ACS on STN 

1993:559487 CAPLUS 
119:159487 

New stibstrates in the f erroin-catalyzed bromate system 
in aqueous -organic mixed media 
Lalitha, P. V.; Ramaswamy, R. 

Dep. Chem., Indian Inst. Technol., Madras, 600 036, 
Ire. 

International Journal of Chemical Kinetics (1993) , 
25(6), 457-68 

CODEN: IJCKBO; ISSN: 0538-8066 
Journal 
English 

A large number of substrates have hitherto been employed in the 
Belousov-Zhabotinskii (B-Z) oscillatory system in pure aqueous medium. A 
systematic study of aromatic bromate oscillators is limited by solubility 
problem 

relating to the compds , and the brominated derivs. The use of aqueous -organic 
mixed media for the oscillatory study is found to be highly useful for the 
study of water insol. substances. A comparative study of the oscillatory 
behavior of gallic acid as substrate in pure aqueous as well as in a number of 
mixed media have been made in order to ascertain the suitability of mixed 
media in oscillatory systems. The alteration of oscillatory 

characteristics in the presence of organic solvent can be understood in terms 
of the Field-Koros-Noyes (FKN) mechanism. The oscillatory behavior of 
seventeen new substrates in the f erroin-catalyzed bromate system in 20% 
(v) acetonitrile is also presented and discussed in this communication. 
The reactivity of structurally related substrates has been correlated to 
the structure in terms of the relevant oscillatory parameters. The use of 
aqueous -organic mixed media in oscillatory systems would enable the 
investigation 

of new classes of substrates since getting them into the solution phase would 
no longer be a limitation. 
149-91-7 , Gallic acid, uses 
RL: USES (Uses) 

(as substrate for f erroin-bromate or bromate systems, solvent effect on 

oscillatory behavior of) 
14 9-91-7 CAPLUS 

Benzoic acid, 3 , 4 , 5-trihydroxy- (9CI) (CA INDEX NAME) 



IT 



RN 
CN 




IT 7758-01-2 , Potassium bromate 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
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(oscillatory sulfuric acid systems containing, binary aqueous solvent for 

water 

insol. substrates for) 
RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt (8CI, 9CI) (CA INDEX NAME) 



O 

r= Br- OH 



• K 

IT 51-43-4, Adrenaline 89-84-9 93-07-2, Veratric 

acid 95-01-2, 2 , 4 -Dihydroxybenzaldehyde 121-33-5, 

p-Vanillin 121-79-9, Propylgallate 131-56-6, 

2,4-Dihydroxybenzophenone 148-53-8, o-Vanillin 490-64-2. 

, Asaronic acid 530-57-4, Syringic acid 2024-83-1, 

Veratronitrile 2237-36-7 , 2 -Hydroxy-4 -methoxybenzoic acid 

4460-86-0, Asaraldehyde 5792-36-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(substrate, for bromate based oscillatory system in aqueous acetonitrile, 
mechanism and time dependence of elec. potential with) 
RN 51-43-4 CAPLUS 

CN 1,2-Benzenediol, 4- [ (IR) -1- hydroxy- 2- (me thylamino) ethyl] - {9CI) (CA INDEX 

NAME) 

Absolute stereochemistry. Rotation (-) . 




NHMe 



RN 8 9-84-9 CAPLUS 

CN Ethanone, 1- (2 , 4-dihydroxyphenyl) - (9CI) (CA INDEX NAME) 




OH 



RN 93-07-2 CAPLUS 

CN Benzoic acid, 3 , 4-dimethoxy- (9CI) (CA INDEX NAME) 
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OMe 




RN 95-01-2 CAPLUS 

CN Benzaldehyde, 2 , 4-di hydroxy- (9CI) (CA INDEX NAME) 




RN 121-33-5 CAPLUS 

CN Benzaldehyde, 4-hydroxy-3-methoxy- (9CI) (CA INDEX NAME) 



OMe 




RN 121-79-9 CAPLUS 

CN Benzoic acid, 3 , 4 , 5-trihydroxy- , propyl ester (9CI) (CA INDEX NAME) 




RN 131-56-6 CAPLUS 

CN Methanone, (2 , 4-dihydroxyphenyl)phenyl- (9CI) (CA INDEX NAME) 




RN 148-53-8 CAPLUS 



Searched by John DiNatale x2-2557 



Page 394 



;*-.e.n --.r ' : ^ ' .2/tS.20U6 Fte^istein io/531171^^^i'^'-^i i • ' .12/04/2006'* 

CN Benzaldehyde, 2-hydroxy-3-methoxy- (9CI) (CA INDEX NAME) 




RN 490-64-2 CAPLUS 

CN Benzoic acid, 2 , 4 , 5-trimethoxy- (SCI, 9CI) (CA INDEX NAME) 



xj:' 

MeO OMe 



RN 530-57-4 CAPLUS 

CN Benzoic acid, 4-hydroxy-3 , 5-dimethoxy- (SCI, 9CI) (CA INDEX NAME) 



OMe 




RN 2024-83-1 CAPLUS 

CN Benzonitrile, 3 , 4-dimethoxy- (9CI) (CA INDEX NAME) 



• OMe 




RN 2237-36-7 CAPLUS 

CN Benzoic acid, 2 -hydroxy-4 -methoxy- (9CI) (CA INDEX NAME) 




RN 4460-86-O CAPLUS 

CN Benzaldehyde, 2 , 4 , 5-trimethoxy- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 
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RN 5792-36-9 CAPLUS 

CN 1-Propanone, 1- (2 , 4-dihydroxyphenyl) - {9CI) (CA INDEX NAME) 




L127 ANSWER 26 OF 36 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 



AUTHOR (S) : 
CORPORATE SOURCE 

SOURCE : 

DOCUMENT TYPE: 

LANGUAGE : 
AB 



CAPLUS COPYRIGHT 2 006 ACS on STN 
1993:533233 CAPLUS 
119:133233 

The Influence of chemical structure on the extent and 
sites of carcinogenesis for 522 rodent carcinogens and 
55 different human carcinogen exposures 
Ashby, J.; Pa ton, D. 

Cent. Toxicol. Lab., ICI, Macclesf ield/Ches . , SKIO 
4TJ, UK 

Mutation Research (1993), 286(1), 3-74 
CODEN: MUREAV; ISSN: 0027-5107 
Journal 

English 

L. S. Gold et al . (1991) tabulated the results of rodent bioassays on 522 
chems . and analyzed the data. The present study complements those 
analyses by providing a perspective from the viewpoint of the chemical 
structure of the carcinogens. The chemical structure of each of the 
carcinogens is displayed and the Gold database is represented with the 
test agents as the primary variable. The carcinogens are gathered into 6 
chemical classes and each chemical is assessed for structural alerts to DNA 
reactivity. The database is then analyzed using an integration of the 
following parameters: bioassay in rat, mouse or both; structural alert 
status; chemical class; sites and multiplicity of carcinogenesis, and 
trans -species carcinogenicity. A series of figures is presented that 
enables rapid acquaintance with what represents the core database of 
rodent carcinogenicity. The several analyses presented combine in 
endorsing the reality of two broad classes of rodent carcinogen, presumed 
DNA- reactive and others (putative genotoxic and non-genotoxic carcinogens, 
but semantics have been largely avoided). H. M. Vainio et al. (1991) and 
his colleagues have tabulated 55 situations in which humans have succumbed 
to chemical induced cancer and have listed the tissues affected. This 
database of human carcinogens has been analyzed in the present study as 
done for the rodent carcinogen database, and comparisons made between the 
two. The predominance of putative genotoxic carcinogens in the human 
database was confirmed, as was the reality of putative non-genotoxic 
carcinogenicity in humans. It is concluded that putative genotoxic rodent 
carcinogenesis can be correlated both with chemical structure and the extent 
and nature of the induced effect, and that it is of clear relevance to 
humans. In contrast, it is concluded that putative non-genotoxic rodent 
carcinogenesis is more closely related to the test species than to the 
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test chemical, and that it is essentially unpredictable in the absence of 
mechanistic models. 
IT 50-55-5, Reserpine 50-76-0, Actinomycin D 

87-29-6, Cinnamyl anthranilate 90-94-8, Michler's ketone 

115-32-2, Dicofol 117-81-7, Di- (2 -ethylhexyl) phthalate 

133'90'4, Chloramben 140-11-4 , Benzyl acetate 

303-47-9, Ochratoxin A 510-15-6 613-94-5, 

Benzoylhydrazine 671-16-9, Procarbazine 938-73-8, 

o-Ethoxybenzamide 1897-45-6 5208-87-7 

7758-01-2 10473-70-8 17608-59-2 

18559-94-9 , Salbutamol 21739-91-3 , Cytembena 

22248-79-9 23031-25-6 , Terbutaline 23950-58-5 , 

2 , 5-Dichloro- (N-1, 1 -dimethyl- 2 -propynyl) benzamide 24358-29-0 , 

2-Chloro-5- (3 , 5-dimethylpiperidinosulf onyl) benzoic acid 34627-78-6 

, 1' -Acetoxysafrole 51410-44-7 , 1 ' -Hydroxyestragole 

56894-91-8 61034-40-0 63412-06-6, 

N-Methyl-N-nitrosobenzamide 65734-38-5 , N' -Acetyl-4- 
(hydroxymethyl) phenylhydrazine 

RL: ADV (Adverse effect, including toxicity); PRP (Properties); BIOL 
(Biological study) 

(neoplasm from, of tissues, in laboratory animals, structure role in, human 
in relation to) 
RN 50-55-5 CAPLUS 

CN Yohimban-16-carboxylic acid, 11 , 17-dimethoxy-18 - [ (3 , 4 , 5- 

trimethoxybenzoyl) oxy] - , methyl ester, (3P, 16P, 17a, 18 .beta 
.,20a)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 50-76-0 CAPLUS 

CN Actinomycin D (SCI, 9CI) (CA INDEX NAME) 
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NH2 



RN 87-2 9-6 CAPLUS 

CN 2-Propen-l-ol, 3-phenyl-, 2-aminobenzoate (9CI) (CA INDEX NAME) 



, C— a- CH2^ CH= CH~ Ph 



^NH2 



RN 90-94-8 CAPLUS 

CN Methanone, bis [4- (dimethylamino) phenyl] - (9CI) (CA INDEX NAME) 
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Me2N 





NMe2 



RN 115-32-2 CAPLUS 

CN Benzenemethanol , 4-chloro-a- (4-chlorophenyl) -a- 
(trichloromethyl) - (9CI) (CA INDEX NAME) 



CI 



CCI3 



CI 



RN 117-81-7 CAPLUS 

CN l,2-Ben2enedicarboxylic acid, bis (2-ethylhexyl) ester {9CI) 
NAME) 



(CA INDEX 




O Et 

II I 

C— O— CH2-~ CH— Bu-n 
C— O— CH2 — CH— Bu-n 

II I 

0 Et 



RN 133-90-4 CAPLUS 

CN Benzoic acid, 3-amino-2 , 5-dichloro- (6CI, SCI, 9CI) (CA INDEX NAME) 




NH2 



RN 140-11-4 CAPLUS 

CN Acetic acid, phenylmethyl ester (9CI) (CA INDEX NAME) 



AcO- CH2- Ph 



RN 303-47-9 CAPLUS 

CN L-Phenylalanine, N- [ [ (3R) -5-chloro-3,4-dihydro-8-hydroxy-3-methyl-l-oxo-lH- 
2-benzopyran-7-yl]carbonyl] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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CI 




O OH O CO2H 



RN 510-15-6 CAPLUS 

CN Benzeneacetic acid, 4 -chloro-a- (4 -chlorophenyl) -a-hydroxy- , 
ethyl ester (9CI) (CA INDEX NAME) 



C— OEt 




RN 613-94-5 CAPLUS 

CN Benzoic acid, hydrazide {6CI, SCI, 9CI) (CA INDEX NAME) 
0 

II 

Ph-C-NH— NH2 



RN 671-16-9 CAPLUS 

CN Benzamide, N- (1-methylethyl) -4- [ (2 -met hylhydrazino) methyl] - {9CI) (CA 
INDEX NAME) 




RN 938-73-8 CAPLUS 

CN Benzamide, 2-ethoxy- (9CI) (CA INDEX NAME) 
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RN 1897-45-6 CAPLUS 

CN l,3-Ben2enedicarbonitrile, 2 , 4 , 5 , 6-tetrachloro- {9CI) (CA INDEX NAME) 



CI 




CN 



RN 5208-87-7 CAPLUS 

CN 1, 3 -Benzddioxole- 5 -methanol, a-ethenyl- (9CI) (CA INDEX NAME) 



OH 




RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt {8CI, 9CI) (CA INDEX NAME) 



O 

II 

0= Br— OH 



• K 

RN 10473-70-8 CAPLUS 

CN Benzenemethanol, 4-chloro-a-ethynyl-a-phenyl- , carbamate {9CI) 
(CA INDEX NAME) 




RN 17608-59-2 CAPLUS 

CN Benzenemethanol, a- [1- (methylnitrosoamino) ethyl] - (9CI) (CA INDEX 
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NO 

I 

Me— N Ph 

I I 

Me- CH- CH- OH 



RN 18559-94-9 CAPLUS 

CN 1, 3-Benzenedimethanol, al- [[ (1, 1- dimethyl ethyl) amino] methyl] -4- 
hydroxy- (9CI) (CA INDEX NAME) 



OH 

I 

CH— CH2~NHBu-t 



HO- CH2 
RN 21739-91-3 CAPLUS 

CN 2-Butenoic acid, 3-bromo-4 - {4-methoxyphenyl) -4-oxo- , sodium salt, (2E) 
(9CI) (CA INDEX NAME) 

Double bond geometry as shown. 




MeO 




CO2H 



• Na 

RN 22248-79-9 CAPLUS 

CN Phosphoric acid, (125) -2-chloro-l- (2 , 4 , 5-trichlorophenyl) ethenyl dimethyl 
ester (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 



MeO 
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RN 23031-25-6 CAPLUS 

CN 1, 3-Benzenediol, 5- [2- [ (1, 1-dimethylethyl) amino] -1-hydroxyethyl] - (9CI) 
(CA INDEX NAME) 



OH 




CH- CH2-NHBu-t 



OH 



RN 23950-58-5 CAPLUS 

CN Benzamide, 3 , 5-dichloro-N- (1, l-dimethyl-2-propynyl) - (SCI, 9CI) (CA INDEX 
NAME) 



0 Me 




CI 



RN 24358-29-0 CAPLUS 

CN Benzoic acid, 2-chloro-5- [ (3 , 5-dimethyl-l-piperidinyl) sulfonyl] - (9CI) 
(CA INDEX NAME) 



0 




Me CO2H 



RN 34627-78-6 CAPLUS 

CN 1, 3-Benzodioxole-5-methanol, a-ethenyl-, acetate (9CI) (CA INDEX 
NAME) 



OAC 




RN 51410-44-7 CAPLUS 

CN Benzenemethanol, a-ethenyl-4 -methoxy- (9CI) (CA INDEX NAME) 
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OH 

I 

CH— CH= CH2 



MeO 



RN 56894-91-8 CAPLUS 

CN Benzene, 1, 4 -bis [ (chloromethoxy) methyl] - (9CI) (CA INDEX NAME) 




CH2-O-CH2CI 



CICH2-O-CH2 



RN 61034-40-0 CAPLUS 

CN Piperazine, l-benzoyl-2 , 6-dimethyl-4-nitroso- {9CI) (CA INDEX NAME) 



O 

II 

C— Ph 



Me. N - Me 




NO 

RN 63412-06-6 CAPLUS 

CN Benzamide, N-methyl-N-nitroso- (6CI, 7CI, 9CI) (CA INDEX NAME) 



O NO 

II I 

Ph— C— N— Me 

RN 65734-38-5 CAPLUS 

CN Acetic acid, 2 - [4- (hydroxymethyl) phenyl] hydra zide (9CI) (CA INDEX NAME) 



AcNH-NH 




CH2-OH 
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DOCUMENT NUMBER: 118:249623 

TITLE: Comparison of target organs of carcinogenicity for 

mutagenic and non-mutagenic chemicals 
AUTHOR (S) : Gold, Lois Swirsky; Slone, Thomas H. ; Stern, Bonnie 

R.; Bernstein, Leslie 
CORPORATE SOURCE: Life Sci . Div., Lawrence Berkeley Lab., Berkeley, CA, 

94720, USA 

SOURCE: Mutation Research (1993), 286(1), 75-100 

CODEN: MUREAV; ISSN: 0027-5107 
DOCUMENT TYPE: Journal 
LANGUAGE : Eng 1 i sh 

AB A comparison of target organs for mutagens and non-mutagens is presented 
for 351 rodent carcinogens in the Carcinogenic Potency Database (CPDB) 
with mutagenicity evaluations in Salmonella. Results are consistent with 
the hypotheses that in high-dose rodent tests mitogenesis is important in 
the carcinogenic response for mutagens and non-mutagens alike, and that 
mutagens have a multiplicative interaction for carcinogenicity because 
they can both damage DNA directly and cause cell division at high doses. 
Among carcinogens that induce tumors at multiple sites in both rats and 
mice, 81% are mutagens; in comparison, among carcinogens that are pos . at 
only a single target site in one species and are neg. in the other, 42% 
are mutagens. Both mutagens and non-mutagens induce tumors in a wide 
variety of sites, and most organs are target sites for both. Moreover, 
the same sites tend to be the most common sites for both: 79% or more of 
both mutagenic and non-mutagenic carcinogens are pos. in each species in 
at least one of the 8 most frequent target sites: liver, lung, mammary 
gland, stomach, vascular system, kidney, hematopoietic system and urinary 
bladder. Species differences are discussed as well as results for 
particular target organs: liver, Zymbal's gland and kidney. A compendium 
of bioassay results is presented. 

IT 50-55-5, Reserpine 50-76-0, Actinomycin D 

54-31-9, Furosemide 87-29-6, Cinnamyl anthranilate 
90-94-8, Michler's ketone 115-32-2, Dicofol 
117-81-7, Di (2-ethylhexyl)phthalate 133-90-4, Chloramben 
140-11-4, Benzyl acetate 303-47-9, Ochratoxin A 
510-15-6, Chlorobenzilate 671-16-9, Procarbazine 
1897-45-6, Chlorothalonil 5208-87-7 , 1 ' -Hydroxy saf role 
7758-01-2 21739-91-3 , Cytembena 22248-79-9, 
Tetrachlorvinphos 34627-78-6 51410-44-7, 

1 ' -Hydroxy est ragole 61034-40-0 , l-Nitroso-3 , 5 -dimethyl -4 - 
benzoylpiperazine 63412-06-6 , N-Methyl -N-nitrosobenzamide 
RL: ADV (Adverse effect, including toxicity) ; BIOL (Biological study) 

(carcinogenicity of, to organs, in laboratory animals, mutagenicity in 
relation to) 
RN 50-55-5 CAPLUS 

CN yohimban-16-carboxylic acid, 11 , 17-dimethoxy-18- [ (3 , 4 , 5- 

trimethoxybenzoyl) oxy] - , methyl ester, (3P, 16P, 17a, 18 . beta 
.,20a)- (9CI) (CA INDEX NAME) 

Absolute stereochemistry.* Rotation {-) . 
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RN 50-76-0 CAPLUS 

CN Actinomycin D (SCI, 9CI) (CA INDEX NAME) 



PAGE 1-A 




Searched by John DiNatale x2-2557 



Page 406 



£2. 



L ^ / 0 4 / - ' D 0 6 • Fr e i s fee in-: 'I'O 31 ll.'kVrf>^'<=irf in 



12/04/2006. 



PAGE 2 -A 




NH2 



RN 54-31-9 CAPLUS 

CN Benzoic acid, 5- (aminosulfonyl) -4-chloro-2- [ (2-furanylmethyl) amino] - (9CI) 
(CA INDEX NAME) 



CO2H 



CH2-NH 




RN 87-29-6 CAPLUS 

CN 2-Propen-l-ol, 3-phenyl-, 2-aminobenzoate (9CI) (CA INDEX NAME) 




C- 0- CH2— CH= CH— Ph 



NH2 



RN 90-94-8 CAPLUS 

CN Methanone, bis [4 - (dime thylamino) phenyl] - (9CI) (CA INDEX NAME) 




RN 115-32-2 CAPLUS 

CN Benzenemetlianol , 4-chloro-a- (4 -chlorophenyl) -a- 
(trichlorometliyl)- (9CI) (CA INDEX NAME) 
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CI 



CCI3 





OH 



CI 



RN 117-81-7 CAPLUS 

ON 1, 2-Benzenedicarboxylic acid, bis (2-ethylhexyl) ester (9CI) (CA INDEX 
NAME) 




0 Et 

II I 

C- 0- CH2- CH- Bu-n 



C- O- CH2— CH- Bu-n 

II I 

O Et 



RN 133-90-4 CAPLUS 

CN Benzoic acid, 3-amino-2 , 5-dichloro- (6CI, SCI, 9CI) 



(CA INDEX NAME) 




CO2H 



NH2 



RN 140-11-4 CAPLUS 

CN Acetic acid, phenylmethyl ester (9CI) (CA INDEX NAME) 



AcO— CH2- Ph 



RN 303-47-9 CAPLUS 

CN L-Phenylalanine, N- [ [ (3R) -5-chloro-3 , 4 -dihydro- 8 -hydroxy-3 -methyl-l-oxo-lH- 
2 -benzopyran- 7 -yl] carbonyl] - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 
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RN 510-15-6 CAPLUS 

CN Benzeneacetic acid, 4-chloro-a- (4-chlorophenyl) -a-hydroxy- , 
ethyl ester (9CI) (CA INDEX NAME) 



II 



C-OEt 




RN 671-16-9 CAPLUS 

CN Benzamide, N- (l-methylethyl) -4- [ (2 -methylhydrazino) methyl] - {9CI) (CA 
INDEX NAME) 



i-PrNH— C 




CH2— NH— NHMe 



RN 1897-45-6 CAPLUS 

CN 1, 3-Benzenedicarbonitrile, 2 , 4 , 5 , 6-tetrachloro- .(9CI) (CA INDEX NAME) 




RN 5208-87-7 CAPLUS 

CN 1, 3-Benzodioxole-5-methanol, a-ethenyl- (9CI) (CA INDEX NAME) 



OH 



H2C— CH- CH 




RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt (SCI, 9CI) (CA INDEX NAME) 
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0 
II 

0= Br- OH 
• K 

RN 21739-91-3 CAPLUS 

CN 2-Butenoic acid, 3-bromo-4- (4-methoxyphenyl) ~4-oxo-, sodium salt, (2E) - 
(9CI) (CA INDEX NAME) 

Double bond geometry as shown. 




Br 



MeO ^ 

• Na 

RN 22248-79-9 CAPLUS 

CN Phosphoric acid, (IZ) -2-chloro-l- (2 , 4 , 5-trichlorophenyl) ethenyl dimethyl 
ester (9CI) (CA INDEX NAME) 

Double bond geometry as shown. 



MeO 




RN 34627-78-6 CAPLUS 

CN 1, . 3 -Benzodioxole- 5 -methanol, a-ethenyl-, acetate {9CI) (CA INDEX 
NAME) 



OAc 
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RN 51410-44-7 CAPLUS 

CN Benzenemethanol, a-ethenyl-4-methoxy- (9CI) (CA INDEX NAME) 



OH 



MeO 




CH— CH= 



:CH2 



RN 61034-40-0 CAPLUS 

CN Piperazine , 1 -benzoyl - 2 , 6 -dimethyl -4 -nitroso- ( 9CI) 



(CA INDEX NAME) 




NO 



RN 63412-06-6 CAPLUS 

CN Benzamide, N-methyl-N-nitroso- (6CI, 7CI, 9CI) {CA INDEX NAME) 



O NO 

II I 
Ph-C-N- Me 



L127 ANSWER 28 OF 36 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE : 



CAPLUS COPYRIGHT 2 006 ACS on STN 
1993 : 141583 CAPLUS 
118 : 141583 

Regulation of priority carcinogens and reproductive or 
developmental toxicants 

Hooper, Kim; LaDou, Joseph; Rosenbaum, Judith S.; 
Book, Steven A. 

California Occup. Health Program, California Dep. 
Health Serv. , Berkeley, CA, 94704, USA 
American Journal of Industrial Medicine (1992), 22(6), 
793-808 

CODEN: AJIMD8; ISSN: 0271-3586 
Journal 
English 

In California, 370 carcinogens and 112 reproductive/developmental 
toxicants have been identified as a result of the State's Safe Drinking 
Water and Toxic Enforcement Act of 1986. They include pesticides, 
solvents, metals, industrial intermediates, environmental mixts., and 
reactive agents. Occupational, environmental, and consumer product 
exposures that involve these agents are regulated under the Act. At 
levels of concern, businesses must provide warnings for and limit 



AUTHOR (S) 



CORPORATE SOURCE: 



SOURCE 



DOCUMENT TYPE 
LANGUAGE : 
AB 
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discharges of those chems. The lists of chems . were compiled following 
systematic review of published data, including tech. reports from the US 
Public Health Service-National Toxicol. Program (NTP) , and evaluation of 
recommendations from authoritative bodies such as the International Agency 
for Research on Cancer (lARC) and the US Environmental Protection Agency 
(USEPA) . Given the large number of chems. that are carcinogens or 
reproductive /developmental toxicants, regulatory concerns should focus on 
those that have high potential for human exposure, e.g., widely 
distributed or easily absorbed solvents, metals, environmental mixts., or 
reactive agents. In this paper, the authors present a list of 33 
potential priority carcinogens and reproductive/developmental toxicants, 
including ale. beverages, asbestos, benzene, chlorinated solvents, 
formaldehyde, glycol ethers, lead, tobacco smoke, and toluene. 

IT 1897-45-6 , Chlorothalonil 50-36-2, Cocaine 

50-78-2, Aspirin 510''15-6, Ethyl-4 , 4 ' -dichlorobenzilate 
50594-66-6 , Acif luorf en 
RL: BIOL (Biological study) 

(as carcinogen, regulation of) 

RN 1897-45-6 CAPLUS 

CN 1,3-Benzenedicarbonitrile, 2, 4, 5, 6-tetrachloro- (9CI) (CA INDEX NAME) 




RN 50-36-2 CAPLUS 

CN 8-Azabicyclo [3.2.1] octane -2 -carboxy lie acid, 3 - (benzoyloxy) - 8 -methyl - , 
methyl ester, (IR, 2R, 3S, 5S) - (9CI) (CA INDEX NAME) 

Absolute stereochemistry. Rotation (-) . 




RN 50-78-2 CAPLUS 

CN Benzoic acid, 2 - (acetyloxy) - (9CI) (CA INDEX NAME) 



.CO2H 



OAc 
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RN 510-15-6 CAPLUS 

CN Benzeneacetic acid, 4-chloro-a- {4-chlorophenyl) -a-hydroxy- , 
ethyl ester {9CI) (CA INDEX NAME) 



CI 




O 

II 

C- OEt 

I 

C 

OH 




CI 



RN 50594-66-6 CAPLUS 

CN Benzoic acid, 5- [2 -chloro-4 - ( trif luoromethyl) phenoxy] -2 -nitro- (9CI) (CA 
INDEX NAME) 



O2N 




CF3 



CO2H 



IT . 87'29'6, Cinnamyl anthranilate 7758''01-2 , Potassium 
bromate 

RL: PROC (Process) 

(as carcinogens, regulation of) 
RN 87-29-6 CAPLUS 

CN 2-Propen-l-ol, 3 -phenyl-, 2-aminobenzoate (9CI) (CA INDEX NAME) 




C- 0- CH2- CH= CH- Ph 



NH2 



RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt (8CI, SCI) (CA INDEX NAME) 



O 

II 

'y= Br- OH 
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L127 ANSWER 29 OF 36 CAPLUS COPYRIGHT 2006 ACS on STN 
ACCESSION NUMBER: 1992:464582 CAPLUS 

DOCUMENT NUMBER: 117:64582 

TITLE: Salmonella mutagenicity tests: V. Results from the 

testing of 311 chemicals 
AUTHOR (S) : Zeiger, Errol; Anderson, Beth; Haworth, Steve; Lawlor, 

Timothy; Mortelmans, Kristien 
CORPORATE SOURCE: Exp. Carcinog. Mutagen. Branch, Natl. Inst. Environ. 

Health Sci., Research Triangle Park, NC, USA 
SOURCE: Environmental and Molecular Mutagenesis (1992), 

19(Suppl. 21) , 2-141 

CODEN: EMMUEG; ISSN: 0893-6692 
DOCUMENT TYPE: Journal 
LANGUAGE: English 

AB Three hundred eleven chems . were tested under code, for mutagenicity, in 

S. typhimurium; 35 of the chems. were tested more than once in the same or 
different labs. The tests were conducted using a preincubation protocol 
in the absence of exogenous metabolic activation, and in the presence of 
liver S-9 from Aroclor-induced male Sprague-Dawley rats and Syrian 
hamsters. Some of the volatile chems. were also tested in desiccators. A 
total of 120 chems. were mutagenic or weakly mutagenic, 3 were judged 
questionable, and 172 were nonmutagenic . The remaining 16 chems. produced 
different responses in the two or three labs, in which they were tested. 
The results and data from these tests are presented. 

IT 65-45-2, 2-Hydroxybenzamide 74-11-3, p-Chlorobenzoic 
acid 83-38-5, 2 , 6-Dichlorobenzaldehyde 88-99-3, 

Phthalic acid, biological studies 89-98-5, 2 -Chlorobenzaldehyde 

90-94-8, 4 , 4 ' -Bis (dimethylamino) benzophenone 93-58-3, 

Methyl benzoate 97-32-5 99-75-2, Methyl-p-toluate 

103-50-4 104-88-1, 4 -Chlorobenzaldehyde , biological 

studies 118-91-2, o-Chlorobenzoic acid 134-62-3 

140-49-8, 4 ' - (Chloroacetyl) acetanilide 495-18-1, 

N-Hydroxybenz amide 535-80-8 589-18-4 , p-Methylbenzyl 

alcohol 874-42-0 , 2 , 4 -Dichlorobenzaldehyde 968-81-0 , 

Acetohexamide 1571-08-0 , Methyl -p-formyl benzoate 

2645-07-0, 4-Nitrohippuric acid 4196-86-5 

6041-94-7, Pigment red 2 6287-38-3, 3,4- 

Dichlorobenzaldehyde 7758-01-2 , Potassium bromate 

7779-16-0 , Cyclohexyl anthranilate 12224-98-5 , Pigment 

red 81 23255-93-8 , Hycanthone methanesulf onate 

24169-02-6 , Econazole nitrate 41122-70-7 , 

4-n-Hexyl-4 » -cyanobiphenyl 

RL: ADV (Adverse effect, including toxicity); BIOL (Biological study) 
(mutagenicity of, testing of) 
RN 65-45-2 CAPLUS 

CN Benzamide, 2 -hydroxy- (9CI) (CA INDEX NAME) 




RN 74-11-3 CAPLUS 

CN Benzoic acid, 4-chloro- (9CI) (CA INDEX NAME) 
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RN 83-38-5 CAPLUS 

CN Benzaldehyde, 2 , 6-dichloro- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 




RN 88-99-3 CAPLUS 

CN 1,2-Benzenedicarboxylic acid (9CI) (CA INDEX NAME) 



.CO2H 



CO2H 



RN 89-98-5 CAPLUS 

CN Benzaldehyde, 2-chloro- {9CI) (CA INDEX NAME) 




RN 90-94-8 CAPLUS 

CN Methanone, bis [4- (dimethylamino) phenyl] - (9CI) (CA INDEX NAME) 



Me2N. 




NMe2 



RN 93-58-3 CAPLUS 

CN Benzoic acid, methyl ester (6CI, SCI, 9CI) 



(CA INDEX NAME) 



O 

II 

Ph- C- OMe 
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RN 97-32-5 CAPLUS 

CN Benzamide, 4-methoxy-3-nitro-N-phenyl- (9CI) (CA INDEX NAME) 



MeO' 




NO2 



RN 99-75-2 CAPLUS 

CN Benzoic acid, 4 -methyl-, methyl ester (9CI) (CA INDEX NAME) 




RN 103-50-4 CAPLUS 

CN Benzene, 1 , 1 »- [oxybis (methylene) ] bis- (9CI) (CA INDEX NAME) 



Ph- CH2— O— CH2— Ph 



RN 104-88-1 CAPLUS 

CN Benzaldehyde, 4-chloro- (9CI) (CA INDEX NAME) 



CI 



,CHO 



RN 118-91-2 CAPLUS 

CN Benzoic acid, 2-chloro- 



(9CI) (CA INDEX NAME) 




RN 134-62-3 CAPLUS 

CN Benzamide, N,N-diethyl- 3 -methyl- (9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 
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Me 




O 

II 

C- NEt2 



RN 140-49-8 CAPLUS 

CN Acetamide, N- [4- (chloroacetyl) phenyl] - (9CI) (CA INDEX NAME) 



AcNH 




C- CH2CI 

II ■ 

o 



RN 4 95-18-1 CAPLUS 

CN Benzamide, N-hydroxy- (9CI) (CA INDEX NAME) 



Ph- C- NH- OH 

RN 535-80-8 CAPLUS 

CN Benzoic acid, . 3-chloro- (9CI) (CA INDEX NAME) 



CI 




CO2H 



RN 589-18-4 CAPLUS 

CN Benzenemethanol , 4 -methyl- (9CI) 



(CA INDEX NAME) 



Me 



CH2-OH 



RN 874-42-0 CAPLUS 

CN Benzaldehyde, 2 , 4-dichloro- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



Searched by John DiNatale x2-2557 



Page 417 



Freistein 10/531171- 



12/04/2006 




RN 968-81-0 CAPLUS 

CN Benzenesulf onamide, 4-acetyl-N- [ (cyclohexylamino) carbonyl] - (9CI) (CA 
INDEX NAME) 




RN 1571-08-0 CAPLUS 

CN Benzoic acid, 4-formyl-, methyl ester (9CI) (CA INDEX NAME) 




RN 2645-07-0 CAPLUS 

CN Glycine, N- (4 -nitrobenzoyl) - (9CI) (CA INDEX NAME) 




RN 4196-86-5 CAPLUS 

CN 1, 3 -Propanediol, 2 , 2-bis [ (benzoyloxy) methyl] - , dibenzoate (9CI) (CA INDEX 
NAME) 
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O CH2— O- C— Ph 

II I 

Ph— C- a- CH2- C— CH2~0- C- Ph 
Ph-C-0-CH2 O 

o 

RN 6041-94-7 CAPLUS 

CN 2-Naphthalenecarboxamide, 4- [ (2, 5-dichlorophenyl) azo] -3 -hydroxy -N -phenyl - 
{9CI) (CA INDEX NAME) 




RN 6287-38-3 CAPLUS 

CN Benzaldehyde, 3 , 4-dichloro- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 




CI 



RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt (SCI, 9CI) (CA INDEX NAME) 



O 

II . 

Br- OH 



• K 

RN 7779-16-0 CAPLUS 
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CN Benzoic acid, 2-ainino-. cyclohexyl ester (9CI) (CA INDEX NAME) 



12/04/2006 



O 




RN 12224-98-5 CAPLUS 

CN Xanthylium, 9- [2- (ethoxycarbonyl) phenyl] -3, 6-bis (ethylamino) -2, 7-dimethyl- 
, molybdatetungstatephosphate {9CI) (CA INDEX NAME) 

CM 1 

CRN 47724-48-1 
CMF C28 H31 N2 03 




CM 2 

CRN 12653-74-6 
CMF Unspecified 
CCI MAN 

*** STRUCTURE DIAGRAM IS NOT AVAILABLE *** 
RN 23255-93-8 CAPLUS 

CN 9H-Thioxanthen-9-one, 1- [ [2- (diethylamino) ethyl] amino] -4- (hydroxymethyl) 
monomethanesulfonate (salt) (9CI) (CA INDEX NAME) 

CM 1 

CRN 3105-97-3 

CMF C20 H24 N2 02 S 
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HO— CH2 




Et2N-CH2-CH2-NH O 
CM 2 

CRN 75-75-2 
CMF C H4 03 S 

0 

II 

HO- S- CH3 

II 

0 

RN 24169-02-6 CAPLUS 

CN IH- Imidazole, 1- [2- [ (4 -chlorophenyl) methoxy] -2- (2 , 4 -dichlorophenyl) ethyl] - 
, mononitrate (9CI) (CA INDEX NAME) 

CM 1 

CRN 27220-47-9 

CMF C18 H15 C13 N2 O 



CI 




CI 

CM 2 

CRN 7697-37-2 

CMF H N 03 
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RN 41122-70-7 CAPLUS 

CN [1, 1» -Biphenyl] -4-carbonitrile, 4'-hexyl- (9CI) (CA INDEX NAME) 



Me- {CH2)5 




L127 ANSWER 30 OF 36 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE : 



RN 
CN 



CAPLUS COPYRIGHT 2 006 ACS on STN 
1992:456804 CAPLUS 
117:56804 

New substrates in Belousov-Zhabotinskii reaction 
employing mixed media 
Lalitha, P. v.; Ramaswamy, R. 

Dep. Chem. , Indian Inst. Technol . , Madras, 600 036, 
India 

Reaction Kinetics and Catalysis Letters (1992), 47(1), 
133-41 

CODEN: RKCLAU; ISSN: 0304-4122 
Journal 
English 

The study of 15 new substrates in the bromate-Mn (II) oscillatory system 
employing aqueous -organic mixed media is presented. 
51.-43-4, Adrenaline 89-84-9, 2 ' , 4 ' -Dihydroxyacetophenone 
93-07-2, Veratric acid 95-01-2, 2,4- 

Dihydroxybenzaldehyde 121-33-5 , p-Vanillin 121-79-9 , 
Propyl gallate 131-56-6 , 2 , 4-Dihydroxybenzophenone 
148-53-8, o-Vanillin 490-64-2, Asaronic acid 
530-57-4 , Syringic acid 2024-83-1 , Veratronitrile 
2237-36-7 , 2 -Hydroxy- 4 -methoxybenzoic acid 4460-86-0 , 
Asaraldehyde 5792-36-9 , 2 ' , 4 ' -Dihydroxypropiophenone 
RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(oscillating reaction of, with bromate, catalyzed by manganese, in aqueous 

organic solution) 
51-43-4 CAPLUS 

1, 2-Benzenediol, 4- [ (IR) -1 -hydroxy- 2 - (methylamino) ethyl] - (9CI) (CA INDEX 
NAME) 



AUTHOR (S) : 
CORPORATE SOURCE 

SOURCE : 



DOCUMENT TYPE: 
LANGUAGE : 
AB 

IT 



Absolute stereochemistry. Rotation {-) 




NHMe 



RN 89-84-9 CAPLUS 

CN Ethanone, 1- (2 , 4-dihydroxyphenyl) - (9CI) 



(CA INDEX NAME) 



Searched by John DiNatale x2-2557 



Page 422 



12/04/2006. 




OH 



RN 93-07-2 CAPLUS 

CN Benzoic acid, 3 , 4-dimethoxy- (9CI) (CA INDEX NAME) 



OMe 




RN 95-01-2 CAPLUS 

CN Benzaldehyde, 2 , 4-dihydroxy- (9CI) (CA INDEX NAME) 




OH 



RN 121-33-5 CAPLUS 

CN Benzaldehyde, 4-hydroxy-3-methoxy- (9CI) (CA INDEX NAME) 



OMe 




RN 121-79-9 CAPLUS 

CN Benzoic acid, 3 , 4 , S-trihydroxy- , propyl ester (9CI) (CA INDEX NAME) 



O 

II 
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RN 131-56-6 CAPLUS 

CN Methanone, {2 , 4-dihydroxyp.henyl) phenyl- (9CI) (CA INDEX NAME) 




RN 14 8-53-8 CAPLUS 

CN Benzaldehyde, 2-hydroxy-3-methoxy- (9CI) (CA INDEX NAME) 




RN 4 90-64-2 CAPLUS 

CN Benzoic acid, 2 , 4 , 5-trimethoxy- (SCI, 9CI) (CA INDEX NAME) 



MeOv 



.CO2H 



MeO 



OMe 



RN 530-57-4 CAPLUS 

CN Benzoic acid, 4-hydroxy-3 , 5-dimethoxy- 



(8CI, 9CI) (CA INDEX NAME) 



OMe 




RN 2024-83-1 CAPLUS 

CN Benzonitrile, 3 , 4-dimethoxy- (9CI) (CA INDEX NAME) 



OMe 




RN 2237-36-7 CAPLUS 

CN Benzoic acid, 2-hydroxy-4-methoxy- (9CI) (CA INDEX NAME) 
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MeO. 




CO2H 



RN 4460-86-0 CAPLUS 

CN Benzaldehyde, 2 , 4 , 5-trimethoxy- (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



MeO 



MeO 




CHO 



OMe 



RN 5792-36-9 CAPLUS 

CN 1-Propanone, 1- (2 , 4 -dihydroxyphenyl) - (9CI) 



(CA INDEX NAME) 




C-Et 



IT 15541-45-4 , Bromate ■ 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(oscillating reactions of, with various organic substrates, catalyzed by 
manganese, in aqueous organic solns.) 
RN 15541-45-4 CAPLUS 

CN Bromate (SCI, 9CI) (CA INDEX NAME) 




L12 7 ANSWER 31 OF 
ACCESSION NITMBER: 
DOCUMENT NUMBER: 
TITLE : 



CORPORATE SOURCE: 
SOURCE : 



DOCUMENT TYPE: 
LANGUAGE : 



36 CAPLUS COPYRIGHT 2 006 ACS on STN 
1992:135528 CAPLUS 
116:135528 

Performance -oriented packaging standards; changes to 
classification, hazard communication, packaging and 
handling requirements based on UN standards and agency 
initiative 

United States Dept. of Transportation, Washington, DC, 
20590-0001, USA 

Federal Register (1990), 55(246), 52402-729, 21 Dec 
1990 

CODEN: FEREAC; ISSN: 0097-6326 

Journal 

English 
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AB The hazardous materials regulations under the Federal Hazardous Materials 
Transportation Act are revised based on the United Nations recommendations 
on the transport of dangerous goods. The regulations cover the 
classification of materials, packaging requirements, and package marking, 
labeling, and shipping documentation, as well as transportation modes and 
handling, and incident reporting. Performance -oriented stds. are adopted 
for packaging for bulk and nonbulk transportation, and SI units of 
measurement generally replace US customary units. Hazardous material 
descriptions and proper shipping names are tabulated together with hazard 
class, identification nos., packing group, label required, special 
provisions, packaging authorizations, quantity limitations, and vessel 
stowage requirements. 

IT 70-11-1, Phenacyl bromide 80-15-9, Cumene hydroperoxide 
93-58-3, Methyl benzoate 94-17-7, p-Chlorobenzoyl 
peroxide 94-36-0, Benzoyl peroxide, miscellaneous 
98-85-1, a-Methylbenzyl alcohol 98-88-4, Benzoyl 
chloride 100-47-0, Benzonitrile, miscellaneous 133-14-2 
133-55-1 , N,N' -Dinitroso-N,N' -dimethyl terephthalamide 
501-53-1, Benzyl chlorof ormate 532-27-4, 
Chloracetophenone 582-61-6 , Benzoyl azide 583-15-3 , 
Mercury benzoate 644-31-5 , Acetyl benzoyl peroxide 
1341-24-8 , Chloroacetophenone 2144-45-8 , Dibenzyl 
peroxydicarbonate 2155-71-7 7758-01-2 , Potassium 
bromate 7789-38-0 , Sodium bromate 13843-59-9 , Ammonium 
bromate 13967-90-3 , Barium bromate 14519-07-4 , Zinc 
bromate 14519-17-6 , Magnesium bromate 29790-52-1 , 
Nicotine salicylate 29903-04-6 105554-30-1 
134282-20-5 

RL: ADV (Adverse effect, including toxicity); PEP (Physical, engineering 
or chemical process) ; BIOL (Biological study) ; PROC (Process) 
(packaging and transport of, stds. for) 
RN 70-11-1 CAPLUS 

CN Ethanone, 2 -bromo-1 -phenyl- (9CI) (CA INDEX NAME) 



O 

II 

Ph— C- CH2Br 

RN 80-15-9 CAPLUS 

CN Hydroperoxide, 1 -methyl -1-phenylethyl (9CI) (CA INDEX NAME) 



O— OH 

I 

Me— C- Me 
I 

Ph 

RN 93-58-3 CAPLUS 

CN Benzoic acid, methyl ester (6CI, SCI, 9CI) (CA INDEX NAME) 



O 

II 

C-OMe 
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RN 94-17-7 CAPLUS 

CN Peroxide, bis (4-chlorobenzoyl) (9CI) (CA INDEX NAME) 




RN 94-36-0 CAPLUS 

CN Peroxide, dibenzoyl (9CI) (CA INDEX NAME) 




Ph- C- O- 0- C- Ph 



RN 98-85-1 CAPLUS 

CN Benzenemethanol , a-methyl- (9CI) (CA INDEX NAME) 



Ph 
I 

HO— CH— Me 

RN 98-88-4 CAPLUS 

CN Benzoyl chloride {8CI, 9CI) (CA INDEX NAME) 



CI- C- Ph 



RN 100-47-0 CAPLUS 

CN Benzonitrile (SCI, 9CI) (CA INDEX NAME) 




RN 133-14-2 CAPLUS 

CN Peroxide, bis (2 , 4 -dichlorobenzoyl) (6CI, SCI, 9CI) (CA INDEX NAME) 
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RN 133-55-1 CAPLUS 

CN 1,4-Benzenedicarboxamide, N,N» -dimethyl -N,N' -dinitroso- (9CI) (CA INDEX 
NAME) 



0 NO 




ON O 



RN 501-53-1 CAPLUS 

CN Carbonochloridic acid, phenylmethyl ester (9CI) (CA INDEX NAME) 



O 

II 

CI— c-a-CH2-Ph 

RN 532-27-4 CAPLUS 

CN Ethanone, 2 -chloro-1 -phenyl- (9CI) (CA INDEX NAME) 



O 

II 

Ph— C-CH2CI 

RN 582-61-6 CAPLUS 

CN Benzoyl azide (6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



O 

11 

N3- C— Ph 

RN 583-15-3 CAPLUS 

CN Benzoic acid, mercury (2+) salt {8CI, 9CI) (CA INDEX NAME) 




• 1/2 Hg(II) 

RN 644-31-5 CAPLUS 
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CN Peroxide, acetyl benzoyl {6CI, 7CI, SCI, 9CI) (CA INDEX NAME) 



O 

II 

Ph- C- O- OAc 

RN 1341-24-8 CAPLUS 

CN Ethanone, 1-phenyl-, monochloro deriv. (9CI) (CA INDEX NAME) 



0 

II 

C--CH3 




Dl- CI 

RN 2144-45-8 CAPLUS 

CN Peroxydicarbonic acid, bis (phenylmethyl) ester (9CI) (CA INDEX NAME) 



II II 

Ph— CH2 - 0- C- 0- O- C- 0- CH2'- Ph 
RN 2155-71-7 . CAPLUS 

CN 1, 2-Benzenedicarboperoxoic acid, bis (1 , 1-dimethylethyl) ester (9CI) (CA 
INDEX NAME) 



O 

II 

C-O-OBu-t 
C— 0— OBu-t 

II • 

0 

RN 7758-01-2 CAPLUS 

CN Bromic acid, potassium salt (SCI, 9CI) (CA INDEX NAME) 



: Br- OH 
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RN 7789-38-0 CAPLUS 

CN Bromic acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 



O 

II 

- Br- OH 



• Na 

RN 13843-59-9 CAPLUS 

CN Bromic acid, ammonium salt (SCI, 9CI) (CA INDEX NAME) 



0 
II 

: Br- OH 



• NH3 

RN 13967-90-3 CAPLUS 

CN Bromic acid, barium salt (SCI, 9CI) (CA INDEX NAME) 



O 

II 

Br— OH 



• l/2 Ba 

RN 14519-07-4 CAPLUS 

CN Bromic acid, zinc salt (SCI, 9CI) (CA INDEX NAME) 



O 

II 

■ Br- OH 



• l/2 Zn 

RN 14519-17-6 CAPLUS 

CN Bromic acid, magnesium salt {9CI) (CA INDEX NAME) 
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0 

II 

0= Br- OH 
• l/2 .Mg 

RN 29790-52-1 CAPLUS 

CN Benzoic acid, 2-hydroxy-, compd. with 3- [ (2S) -l-methyl-2- 
pyrrolidinyl] pyridine (1:1) {9CI) (CA INDEX NAME) 

CM 1 

CRN 69-72-7 
CMF C7 H6 03 




CM 2 

CRN 54-11-5 
CMF CIO H14 N2 

Absolute stereochemistry. Rotation (-) . 




RN 29903-04-6 CAPLUS 

CN Peroxide, bis (1-naphthalenylcarbonyl) (9CI) (CA INDEX NAME) 




0= C- O- O- C= 0 
RN 105554-30-1 CAPLUS 

CN Benzenehexamethanol, hexanitrate (9CI) (CA INDEX NAME) 
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CH2— O-NO2 



02N~ 0- CH2 




CH2- O- NO2 

O2N- 0- CH2 1 ' CH2- O- NO2 
CH2—O-NO2 



RN 134282-20-5 CAPLUS 

CN Benzoic acid, 2-hydroxy-3 , 5-dinitro- , lead salt OCX) (CA INDEX NAME) 



XX 



C02H 



OH 



NO2 



•x Pb(x) 
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1990:542432 CAPLUS 
113 :142432 

Liquid crystal devices using electrically controlled 

birefringence 

Shobara, Kiyoshi; Hado, Hitoshi; Kinoshita, Yoshihiro; 

Hirai, Yasunori; Matsumoto, Shoichi 

Toshiba Corp . , Japan 

Jpn. Kokai Tokkyo Koho, 7 pp. 

CODEN: JKXXAF 

Patent 

Japanese 

1 



PATENT NO. 



JP 02053891 
PRIORITY APPLN. INFO. 
GI 



KIND . DATE 
A2 19900222 



APPLICATION NO. 

JP 1988-205975 
JP 1988-205975 



DATE 



19880819 
19880819 



Rl — A— CO2 




II 
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AB A liquid crystal device comprises (1) a. pair of substrates having electrodes 
and mol. orientation films sequentially formed on the surface, being 
arranged at a fixed distance between them with the mol, orientation films 
facing towards each other, and one of the substrates being transparent, 
(2) liquid crystal compns . of neg. dielec . anisotropy having the directors 
of liquid crystal mols. oriented approx. vertical to the substrate surface, 
and (3) polarizing plates each placed outside the pair of the substrates, 
wherein the liquid crystal compns. contain <20 weight% of >1 
phenyl arylcarboxylate (I; A = II, III, 1,2-C6H4; Rl, R2 = Cl-10 alkyl or 
alkoxy; X, Y = F, Cl , Br, H, CN, provided that X = Y H) . The 
present liquid crystal display device can produce a black-and-white display 
with excellent visualization against a background of an achromatic color, 
high contrast by multiplex drive, wide view angles, and low power 
consumption. 

IT 75941-90-1 129509-21-3 129528-02-5 

RL: TEM (Technical or engineered material use); USES (Uses) . 

(liquid crystal composition, for high-contrast black and white display 
devices) 

RN 75941-90-1 CAPLUS 

CN Benzoic acid, 4- (trans-4-butylcyclohexyl) - , 4-butoxy-2 , 3-dicyanophenyl 
ester (9CI) (CA INDEX NAME) 

Relative stereochemistry. 




RN 129509-21-3 CAPLUS 

CN Benzoic acid, 4-butoxy-, 2-chloro-4-ethoxyphenyl ester (9CI) (CA INDEX 
NAME) 




Cl 



RN 129528-02-5 CAPLUS 

CN [1, 1 ' -Biphenyl] -4-carboxylic acid, 4'-pentyl-, 4- (bromooxy) -2, 3- 
dicyanophenyl ester (9CI) (CA INDEX. NAME) 



Searched by John DiNatale x2-2557 



Page 433 



Freistein 10/531171 



12/04/2006 




LI 2 7 ANSWER 33 OF 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE : 



36 



58 (10) , 



IT 



RN 
ON 



CAPLUS COPYRIGHT 2006 ACS on STN 
1981:603456 CAPLUS 
95:203456 

Use of potassium bromate: bromination of derivatives 
of benzene 

Banerjee, Amalendu; Banerjee, Gopal Chandra; Adak, 
Mohini Mohan; Banerjee, Santa; Samaddar, Haraprasad 
Chem. Dep., Jadavpur Univ. , Calcutta, 700 032, India 
Journal of the Indian Chemical Society (1981) , 
985-8 

CODEN: JICSAH; ISSN: 0019-4522 
Journal 
English 

CASREACT 95:203456 
C6H6 and 11 derivs. (e.g., BzOH, PhMe, PhN02, BzNHPh, 
brominated with KBr03 under acidic conditions. Thus, 
added to a mixture of C6H6 and KBr03 to give 15% PhBr. 
7758-01-2 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(bromination of benzenes with) 
7758-01-2 CAPLUS 

Bromic acid, potassium salt (8CI, 9CI) (CA INDEX NAME) 



AUTHOR (S) : 

CORPORATE SOURCE 
SOURCE : 



DOCUMENT TYPE: 
LT^GUAGE : 
OTHER SOURCE (S) 
AB 



Ph2C0) were 
33 volume% H2S04 was 



O 

II 

- Br— OH 



• K 

IT 65-85-0, reactions 69-72-7, reactions 93-98-1 
100-47-0, reactions 119-61-9, reactions 
RL: RCT (Reactant); RACT (Reactant or reagent) 
(bromination of, with potassium bromate) 

RN 65-85-0 CAPLUS 

CN Benzoic acid (7CI, SCI, 9CI) (CA INDEX NAME) 




RN 69-72-7 CAPLUS 
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CN Benzoic acid, 2-hydroxy- (9CI) (CA INDEX NAME) 



CO2H 



OH 




RN 93-98-1 CAPLUS 

CN Benzamide, N-phenyl- {9CI) (CA INDEX NAME) 



0 

II 

Ph-C— NHPh 

RN 100-47-0 CAPLUS 

CN Benzonitrile (SCI, 9CI) (CA INDEX NAME) 



:N 



RN 119-61-9 CAPLUS 

CN Methanone, diphenyl- (9CI) (CA INDEX NAME) 



0 

II 

Ph- C- Ph 




IT 6846'12-4P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(preparation of, by broniination of benzanilide with potassium bromate) 
RN 6846-12-4 CAPLUS 

CN Benzamide, 4-bromo-N-phenyl- (9CI) (CA INDEX NAME) 




IT 585'76'2P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(preparation of, by bromination of benzoic acid with potassium bromate) 
RN 585-76-2 CAPLUS 

CN Benzoic acid, 3-bromo- (9CI) (CA INDEX NAME) 
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IT 1016-77-9P 25032-74-OP 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(preparation of, by bromination of benzophenone with potassium bromate) 
RN 1016-77-9 CAPLUS 

CN Methanone, ( 3 -bromophenyl) phenyl- (9CI) (CA INDEX NAME) 




RN 25032-74-0 CAPLUS 

CN Methanone, bis (3 -bromophenyl) - (9CI) (CA INDEX NAME) 




Br Br 

IT 89-55-4P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(preparation of, by bromination of salicylic acid with potassium bromate) 
RN 89-55-4 CAPLUS 

CN Benzoic acid, 5 -bromo-2-hydroxy- (9CI) (CA INDEX NAME) 
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1956:28042 CAPLUS 
50 :28042 

50:57201, 5721a-f 

Hydroxy- substituted polyf luorinated compounds 

Dickey, Joseph B.; Towne, Edmund B. 

Eastman Kodak Co. 

Patent 

Unavailable 

1 
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PATENT NO. KIND DATE APPLICATION NO. DATE 



US 2700686 19550125 US 1951-211177 19510215 

GI For diagram (s) , see printed CA Issue. 

AB CF3CMe:CH2 (I) (22 g.) bubbled slowly during 2-3 h. into 0.2 mol stirred 
aqueous HOCl at 0-5^, the mixture stirred 3 h. more, allowed to come to 
room temperature, saturated with NaCl, extracted with five 100-cc, portions .of 

Et20, and 

the extract dried over Na2S04, filtered, and distilled yielded 19 g. 

CF3CMeClCH20H (II), b37 67-70°. I and HOBr gave CF3CMeBrCH20H 
(III). Similarly were prepared the following halo ales, with HOCl or HOBr 
(yield in g. and phys . consts., if reported, shown): CF3CHC1CH20H (IV), 
18, b. 111-15°, from 19.2 g. CF3CH:CH2; CF3CH2CH (OH) CH2C1 (V), 
22.1, b. 70°, from 22 g. CF3CH:CH2 (VI); CF3CH2CH (OH) CH2Br (VII); 
MeCF2CHClCH20H (VIII), 16, b36 85-8°, from 18.4 g. MeCF2CH:CH2 
(IX); MeCF2CHBrCH20H (X), from IX; CHF2CHC1CH20H (XI), 43.5, b. 
138°, from 49 g. CHF2CH:CH2 (XII); CHF2CHBrCH20H (XIII), from XII; 
CHF2CMeBrCH20H (XIV), from CHF2CMe;CH2 (XV); CHF2CMeClCH20H (XVI), from 
XV. Propylene oxides, RCiyie.CH2.0 (R given): CF3 (XVII), 75% from 7 g. 
Ca(0H)2 added with stirring to 16.3 g. II in 20 cc. H20 and the mixture 
distilled in vacuo, also obtained similarly from III; CHF2 (XVIII), from XIV 
or XVI. Ethylene oxides, RCH.CH2.0 (R given): MeCF2 (XIX), from VIII or 
X; CF3 (XX),. from IV; CF3CH2 (XXI); from V or VII; CHF2 (XXII), from XI or 
XIII. Aminomethyl ales., R(OH)CH2NH2 (R given): CF3CMe, 70% from 25.2 g. 
XVII added dropwise over 1 h. to 125 cc. concentrated aqueous NH3 and the 
mixture 

distilled in vacuo; CHF2CMe, from XVIII and NH3 ; CF3CH2CH, from XXI and aqueous 
NH3 in an autoclave at 60°; CF3CH (XXIII), from XX; CHF2CH, from 
XXII; MeCF2CH, from XIX. XIX (21.6 g.) added over 1 h. to 140 g. 60% aqueous 
(CH2NH2)2 and the mixture heated and stirred 1 h. more yields 85% 
MeCF2CH(OH)CH2NHCH2CH2NH2 . N-Substituted derivs. of XXIII, 
CF3CH (OH) CH2NRR' (NRR' given): NHMe, from XX added to 25% aqueous NH3 ; 
N(CH2CH20H)2; NHBu; NBu2 ; NMe2 ; NHPh; m-MeC6H4NH; m-ClC6H4NH; NEtPh, 
Anilinomethyl ales., R(0H)CH2NHPh (R given): CHF2CH, from XXII and PhNH2 ; 
MeCF2CH, from XIX; CF3CMe; CHF2CMe; CF3CH2CH; also CHF2CH (OH) CH2NHC6H4R (R 
= m-Me and m-Cl) . IV with m-MeC6H4NHEt and Na2C03 at 14 0° yields 
m-MeC6H4NEtCH(CF3)CH20H; CF3CH2CH (OH) CH2NPhCH2CH20H, from V and 
PhNHCH22CH20H; CHF2CH (NHPh) CH20H, from XI and PhNH2 . 1,2,3,4- 
Tetrahydroquinoline (XXIV) derivs.: 1- [CF3CH (OH) CH2] , from XX and XXIV; 

1- [CF3CH2CH(OH)CH2] , from V and XXIV; 1- (2 -hydroxy-3 , 3 , 3 -trif luoropropyl) - 

2- Me and the 2,5-di-Me homolog. Benzomorpholine (XXV) derivs.: 

4- [CF3CH(OH)CH2] , from XX and XXV; 4- (3 , 3-dif luoro-2-hydroxypropyl) -2-Me 
and the 2,5-di-Me homolog; 4- (2 -hydroxy-3 , 3 , 3-trif luoropropyl) -2-Me. The 
following HO amines are similarly prepared: PrN (CH2CH20H) CH2CH (OH) CRF2 ; 
PrN (CH2CH20H) CH2CH2 (OH) CF3 ; m-ClC6H4N (CH2CH20H) CH2CH (OH) CF3 ; 

1-C10H7NHCH2CH (OH) CF3 : 1 -C10H7NHCH2CH (OH) CHF2 ; 5 , 1 -HOC10H6NHCH2CH (OH) CF3 ; * 
1-C10H7NHCH2CH(OH)CH2CF3. The amines of this invention may be used as 
coupling agents with diazotized aromatic amines to produce dyes for cellulose 
. acetate textile materials. 
IT 99-92-3, Acetophenone, 4 • -amino - 

(dyes from) 
RN 99-92-3 CAPLUS 

ON Ethanone, 1- (4-aminophenyl) - (9CI) (CA INDEX NAME) 
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IT 128'67''6 , 2-Anthraquinonecarboxylic acid, 1-nitro- 

873991-62-9, 2 -Anthraquinonecarboxylic acid, 1- (3 , 3 , 3-trif luoro-2- 
hydroxypropyl amino) - 
(esters) 

RN 12 8-67-6 CAPLUS 

CN 2-Anthracenecarboxylic acid, 9 , lO-dihydro-l-nitro-9, 10-dioxo- (9CI) (CA 
INDEX NAME) 




CO2H 



0 



RN 873991-62-9 CAPLUS 

CN 2 -Anthraquinonecarboxylic acid, 1- (3 , 3 , 3 -trif luoro-2 -hydroxypropylamino) - 
(5CI) (CA INDEX NAME) 




OH 

I 

NH— CH2— CH— CF3 
CO2H 



IT 313-70-2P , 2-Anthraquinonecarbonitrile, 4-anilino-l- (3,3,3- 
trif luoro-2-hydroxy-2-methylpropylamino) - 340'32-9P , 
2 -Anthraquinonecarboxylic acid, 4- [p- [2- (2 -hydroxy ethoxy) ethoxy] -p- 
phenetidino] -1- (3 , 3 , 3-trif luoro-2 -hydroxypropylamino) - 361-15-9P 
, 2 -Anthraquinonecarboxylic acid, 4-anilino-l- (3,3, 3-trif luoro-2 -hydroxy- 2 - 
methylpropylamino) - 385-47 ''7P , 2 -Anthraquinonecarboxylic acid, 
4 - (2 -cyanoethylamino) -1- (3,3, 3 -trif luoro-2 -hydroxy -2 -methylpropylamino) - , 
methyl ester 385-48-8P , 2 -Anthraquinonecarboxylic acid, 

4- (2-hydroxyethylamino) -1- (3 , 3 , 3 -trif luoro-2 -hydroxy- 2 -methylpropylamino) - 

385- 49-9P, 2 -Anthraquinonecarboxylic acid, l-ethylamino-4- (3 , 3 , 3- 
trif luoro-2 -hydroxypropylamino ) - 385-50-2P, 2- 

Anthraquinonecarbonitrile, 1,4-bis (3,3, 3 -trif luoro-2 -hydroxy-2- 

methylpropylamino) - 385-51-3P, 2-Anthraquinonecarbonitrile, 

4- (2-methoxyethylamino) -1- (3 , 3 , 3-trif luoro-2-hydroxypropylamino) - 

386- 00-5P, 2 -Anthraquinonecarboxylic acid, 1- (3 , 3 , 3-trif luoro-2- 
hydroxy-2 -methylpropylamino) - 435-11-OP, 2- 
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Anthraquinonecarboxylic acid, 4-amino-l- (3 , 3 , 3 -trif luoro-2 -hydroxy-2 - 
methylpropylamino) - 435-12'lP, 2 -Anthraquinonecarbonitrile, 
4-hydroxy-l- (3,3, 3 - trif luoro-2 -hydroxypropylamino) - 435-29-OP, 
2 -Anthraquinonecarboxylic acid, 4-anilino-l' (3 , 3 , 3-trif luoro-2-hydroxy-2- 
methylpropylamino) - , methyl ester 435'30'3Pi 

2 -Anthraquinonecarboxylic acid, 4 -p- toluidino-1- (3,3, 3-trif luoro-2 -hydroxy- 
2-methylpropylamino) - 435-31-49, 2 -Anthraquinonecarboxylic acid, 
4- [p- (2- (2-ethoxyethoxy) ethoxy] -p-phenetidino] -1- (3 , 3 , 3 -trif luoro-2 - 
hydroxypropylamino)- 435'32-5P, 2 -Anthraquinonecarboxylic acid, 
4-ethylamino-l- (3 , 3 , 3-trif luoro-2-hydroxy-2-methylpropylamino) -, methyl 
ester 435-33-6P , 2 -Anthraquinonecarboxylic acid, 

4-benzylamino-l- (3, 3, 3 -trif luoro-2 -hydroxy-2 -methylpropylamino) - 
435'34''7P , 2 -Anthraquinonecarboxylic acid, 4 -methylamino-1- (3 , 3 , 3 - 
trif luoro-2 -hydroxypropylamino) - 435-35-8P, 2- 

Anthraquinonecarbonitrile, 4-cyclohexylamino-l- (3,3, 3 -trif luoro-2 -hydroxy- 
2 -methylpropylamino) - 435-36'9P, 2-Anthraquinonecarbonitrile, 

1- (3, 3 -dif luoro-2 -hydroxypropylamino) -4-methylamino- 435-70'lP, 

2 - Anthraquinonecarboxylic acid, l-amino-4- (3 , 3 , 3 -trif luoro-2 -hydroxy-2 - 
methylpropylamino)-, methyl ester 435-71-2P, 

2 -Anthraquinonecarboxylic acid, l-amino-4- (3 , 3-dif luoro-2- 
hydroxypropylamino) - , methyl ester 435-72-3P, 
2 -Anthraquinonecarboxylic acid, l-amino-4- (3 , 3-dif luoro-2- 
hydroxypropylamino) - 435-73-49, 2 -Anthraquinonecarboxylic acid, 

1- amino-4- (3,3, 3 -trif luoro-2 -hydroxypropylamino) - 436-13-5P, 

2- Anthraquinonecarbonitrile, 1- (3 , 3 , 3 -trif luoro-2 -hydroxypropylamino) - 
476-91-5P, 2 -Anthraquinonecarboxylic acid, 4-(p-2- 

hydroxyethoxy-o-phenetidino) -1- (3, 3 , 3-trif luoro-2 -hydroxypropylamino) - 
476-92'6P, 2 -Anthraquinonecarboxylic acid, 4-[p-. [2-(2- 
hydroxyethoxy) ethoxy] -p-phenetidino] -1- (3 , 3 , 3-trif luoro-2 -hydroxy-2 - 
methylpropylamino)- 476-93-7P r 2 -Anthraquinonecarboxylic acid, 

1- (3, 3-dif luoro-2 -hydroxypropylamino) -4- [p- [2- (2- 
hydroxyethoxy) ethoxy] -p-phenetidino] - 568-04-7P, 

2 - Anthraquinonecarboxylic acid, 4-bromo-l- (3 , 3 , 3-trif luoro-2-hydroxy-2- 
methylpropylamino) - 568-43-4Pf 2 -Anthraquinonecarboxylic acid, 
4-bromo-l- (3 , 3 , 3 -trif luoro-2 -hydroxy-2 -methylpropylamino) -, methyl ester 
21729-76-OP, 2 -Anthraquinonecarboxylic acid, l-amino-4 -bromo- , 

methyl ester 
RL: PREP (Preparation) 
(preparation of) 
RN 313-70-2 CAPLUS 

CN 2-Anthracenecarbonitrile, 9, lO-dihydro-9 , lO-dioxo-4- (phenylamino) -1- 

[(3, 3, 3-trif luoro-2-hydroxy-2-methylpropyl) amino] - (9CI) (CA INDEX NAME) 



Me 



NH- CF3 

I 

OH 




NHPh 



RN 340-32-9 CAPLUS 

CN 2-Anthracenecarboxylic acid, 9, lO-dihydro-4- [ [4- [2- [2- (2- 

hydroxyethoxy) ethoxy] ethoxy] phenyl] amino] -9, lO-dioxo-1- [(3,3, 3 -trif luoro-2 - 
hydroxypropyl) amino] - {9CI) (CA INDEX NAME) 
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RN 361-15-9 CAPLUS 

CN 2-Anthracenecarboxylic acid, 9, 10-dihydro-l- [ (2 -hydroxy- 3 , 3 , 3 -trif luoro-2 - 
mbthylpropyl) amino] -9, lO-dioxo-4- (phenyl ami no) - (9CI) (CA INDEX NAME) 




RN 385-47-7 CAPLUS 

CN 2-Anthracenecarboxylic acid, 4 - [ (2 -cyanoethyl) amino] -9, lO-dihydro-9 , 10 - 
dioxo-1- [ (3 , 3 , 3-trif luoro-2-hydroxy-2-methylpropyl) amino] - , methyl ester 
(9CI) (CA INDEX NAME) 




NH-CH2— CHa-CN 



RN 385-48-8 CAPLUS 

CN 2-Anthracenecarboxylic acid, 9 , lO-dihydro-4- [ (2 -hydroxy ethyl) amino] -9,10- 
dioxo-1- [(3,3,3-trifluoro-2-hydroxy-2-methylpropyl)amino] - (9CI) (CA 
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INDEX NiXME) 




O NH— CH2— CH2— OH 



RN 385-49-9 CAPLUS 

CN 2-Anthracenecarboxylic acid, 1- (ethylamino) -9, lO-dihydro-9, lO-dioxo-4- 
[ (3,3, 3-trifluoro-2-hydroxypropyl) amino] - (9CI) (CA INDEX NAME) 



O NHEt 




O NH— CH2 - CH- CF3 



RN 385-50-2 CAPLUS 

CN 2-Anthracenecarbonitrile, 9, lO-dihydro-9, 10-dioxo-l, 4-bis [ (3 , 3 , 3-trif luoro- 
2 -hydroxy- 2 -methylpropyl) amino] - {9CI) (CA INDEX NAME) 




RN 385-51-3 CAPLUS 

CN 2-Anthracenecarbonitrile, 9 , lO-dihydro-4 - [ (2 -methoxyethyl) amino] -9, 10- 
dioxo-l- [ (3 , 3 , 3 -trifluoro- 2 -hydroxypropyl) amino] - (9CI) (CA INDEX NAME) 
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OH 




O NH-- CH2-~ CH2 - OMe 



RN 386-00-5 CAPLUS 

CN 2-Anthracenecarboxylic acid, 9, lO-dihydro-9, 10-dioxo-l- [(3,3 , 3-trif luoro-2- 
hydroxy-2-methylpropyl) amino] - (9CI) (CA INDEX NAME) 




RN 435-11-0 CAPLUS 

CN 2-Anthracenecarboxylic acid, 4-amino-9, lO-dihydro-9, 10-dioxo-l- [{3,3,3- 
trifluoro-2-hydroxy-2-methylpropyl) amino] - (9CI) (CA INDEX NAME) 



Me 




O NH2 



RN 435-12-1 CAPLUS 

CN 2-Antliracenecarbonitrile, 9, 10-dihydro-4-hydroxy-9, 10-dioxo-l- [(3,3,3- 
trifluoro-2-hydroxypropyl) amino] - (9CI) (CA INDEX NAME) 
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OH 



435-29-0 CAPLUS 

2-Anthracenecarboxylic acid, 9, lO-dihydro-9, lO-dioxo-4- (phenyl ami no) -1- 
[ (3 , 3 , 3-trif luoro~2-hydroxy-2-me'thylpropyl) amino] methyl ester (9CI) 
(CA INDEX NAME) 




NHPh 



435-30-3 CAPLUS 

2-Anthracenecarboxylic acid, 9 , 10 -dihydro-4 - [ (4 -methylphenyl ) amino] -9, 10- 
dioxo-1- [ (3, 3, 3-trif luoro-2-hydroxy-2-methylpropyl) amino] - (9CI) (CA 
INDEX NAME) 



Me 



HO2C 
OH 




-C-CH2-NH 

I 

Me 
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RN 435-31-4 CAPLUS 

CN 2-Anthracenecarboxylic acid, 4 - [ [4- [2- [2- (2-ethoxyethoxy) ethoxy] ethoxy]phe 
nyl] amino] -9, lO-dihydro-9, 10-dioxo-l- [ (3 , 3 , 3-trif luoro-2- 
hydroxypropyl ) amino] - (9CI) (CA INDEX NAME) 



EtO- CH2- CH2- O— CH2- CH2- O" CH2- CH2- 0 



HO2C 




F3C— CH-~CH2 — NH O 
OH 

RN 435-32-5 CAPLUS 

CN 2-Antliracenecarboxylic acid, 4- (ethylamino) -9, lO-dihydro-9 , lO-dioxo-1- 
[ (3 , 3 , 3 -trif luoro-2-hydroxy-2-methylpropyl) amino] methyl ester (9CI) 
(CA INDEX NAME) 



OH 

I 

NH- CH2-C~CF3 




RN 435-33-6 CAPLUS 

CN 2-Anthracenecarboxylic acid, 9 , lO-diliydro-9 , lO'dioxo-4 - 

[ (phenylmethyl) amino] -1- [ (3 , 3 , 3 -trif luoro-2-hydroxy-2-methylpropyl) amino] - 
{9CI) (CA INDEX NAME) 
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NH- CH2- 




CO2H 



Me 
I 

- C- CF3 
OH 



NH- CH2— Ph 



RN 435-34-7 CAPLUS 

CN 2-Anthracenecarboxylic acid, 9, lO-dihydro-4 - (methylamino) -9, 10-dioxo-l- 
[(3,3,3-trifluoro-2-hydroxypropyl)amino] - (9CI) (CA INDEX NAME) 



OH 

• I 

0 NH— CH2~CH-CF3 

T T 

O NHMe 



RN 435-35-8 CAPLUS 

CN 2-Anthracenecarbonitrile, 4- (cyclohexylamino) -9 , lO-dihydro-9, 10-dioxo-l- 
[(3,3,3-trifluoro-2-hydroxy-2-methylpropyl)amino] - (9CI) (CA INDEX NAME) 




F3C-C — -CH2-NH 0 
OH 

RN 435-36-9 CAPLUS 

CN 2-Anthracenecarbonitrile, 1- [ (3 , 3 -dif luoro-2 -hydroxypropyl) amino] -9, 10- 
dihydro-4- (methylamino) -9,10-dioxo- (9CI) (CA INDEX NAME) 
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435-70-1 CAPLUS 

2-Anthracenecarboxylic acid, 1 -amino- 9, lO-dihydro-9, lO-dioxo-4- [(3,3,3- 
trifluoro-2-hydroxy-2-Tnethylpropyl) amino] -, methyl ester (9CI) (CA INDEX 
NAME) 



OH 



O NH-CH2-C-CF3 
Me 




435-71-2 CAPLUS 

2-Anthracenecarboxylic acid, l-amino-4- [ (3 , 3 -dif luoro-2 - 
hydroxypropyl) amino] -9, lO-dihydro-9, 10-dioxo- , methyl ester (9CI) (CA 
INDEX NAME) 




435-72-3 CAPLUS 

2-Anthracenecarboxylic acid, l-amino-4- [ (3 , 3 -dif luoro-2- 
hydroxypropyDamino] -9,10-dihydro-9,10-dioxo- (9CI) (CA INDEX NAME) 
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RN 435-73-4 CAPLUS 

CN 2-Anthracenecarboxylic acid, l-amino-9, lO-dihydro-9, lO-dioxo-4- [{3,3,3- 
trifluoro-2-hydroxypropyl) amino] - (9CI) (CA INDEX NAME) 




RN 436-13-5 CAPLUS 

CN 2-Anthracenecarbonitrile, 9 , 10 -dihydro-9 , lO-dioxo-1- [ (3, 3 , 3 -trif luoro-2- 
hydroxypropy 1 ) amino ] - { 9 C I ) ( CA INDEX NAME ) 




RN 476-91-5 CAPLUS 

CN 2-Anthracenecarboxylic acid, 9, lO-dihydro-4- [ [2- [2- (2- 

hydroxyethoxy) ethoxy] phenyl] amino] - 9, 10-dioxo-l- [(3,3, 3-trif luoro-2- 
hydroxypropyl) amino] - (9CI) (CA INDEX NAME) 
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RN 476-92-6 CAPLUS 

CN 2-Anthracenecarboxylic acid, 9, lO-dihydro-4- [ [4- [2- [2- (2- 

hydroxyethoxy) ethoxy] ethoxy] phenyl] amino] -9, 10-dioxo-l- [(3,3 , 3-trif luoro-2- 
liydroxy-2-Tnethylpropyl)amino] - (9CI) (CA INDEX NAME) 




RN 4 76-93-7 CAPLUS 

CN 2 -Anthracenecarboxylic acid, 1- [ (3 , 3 -dif luoro-2-hydroxypropyl) amino] -9, 10- 
dihydro-4- [ [4- [2- [2- (2 -hydroxyettioxy) ethoxy] ethoxy] phenyl] amino] -9,10- 
dioxo- {9CI) (CA INDEX NAME) 
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RN 568-04-7 CAPLUS 

CN 2-Anthracenecarboxylic acid, 4-bromo-9, lO-dihydro-9, 10-dioxo-l- [ (3, 3, 3- 
trif luoro-2-hydroxy-2-methylpropyl) amino] - (9CI) (CA INDEX NAME) 





0 


NH- 


0 














0 


Br 


RN 


568 


-43-4 



Me 

I 

H2 C- CF3 

I 

'CO2H OH 



CN 2-Anthracenecarboxylic acid, 4-bromo-9, lO-dihydro-9, 10-dioxo-l- [(3,3,3- 

trifluoro-2-hydroxy-2-methylpropyl) amino] - , methyl ester (9CI) (CA INDEX 
NAME) 




RN 21729-76-0 CAPLUS 

CN 2-Antliracenecarboxylic acid, l-amino-4-bromo-9, lO-dihydro-9, 10-dioxo- , 
metliyl ester (9CI) (CA INDEX NAME) 
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O 



IT 13517-11-8 f Hypobromous acid 

(reaction with fluorinated olefins) 
RN 13517-11-8 CAPLUS 

CN Hypobromous acid {6CI, 7CI, 8CI, 9CI) (CA INDEX NAME) 



Br- OH 



L127 ANSWER 35 OF 36 CAPLUS COPYRIGHT 2006 ACS on STN 
ACCESSION NUMBER: 1935:28265 CAPLUS 

DOCUMENT NUMBER: 29:28265 
ORIGINAL REFERENCE NO.: 29:3665d-f 

TITLE: Haloform reaction. XV. Stepwise halogenation 

AUTHOR (S) : Bull, Benton A.; Ross, Wm. E. ; Fuson, Reynold C. 

SOURCE: Journal of the American Chemical Society (1935), 57, 

764-5 

CODEN: JACSAT; ISSN: 0002-7863 
DOCUMENT TYPE: Journal 
LANGUAGE: Unavailable 

AB cf . C. A. 28, 5038-8. 2 , 4 , 6 , 3 -Br3AcC6HCN with H2S04 in AcOH gives 
2 , 4 , 6-tribromo-3 -acetylbenzoic acid (I), light tan, m. 192-3° 
(decomposition) . I and 10% NaOBr in 10% NaOH at 0° for 15 min. give the 
3-bromoacetyl derivative, m. 178-9° (decomposition) ; after 1 hr. there is 
formed the 3-dibromoacetyl derivative, m. 187-8° (decomposition); after 25 
hrs. the 3-tribromoacetyl derivative, m. 196° (decomposition), results, also 
formed from the mono- and di-Br derive. I and 20% NaOCl at 0° for 
5 min. give the 3 -dichloroacetyl derivative, m. 180-1° (decomposition), and 
after 1 hr. , the 3 -trichloroacetyl derivative, m. 182-3° (decomposition). 
Warming I with alkaline NaOBr gives 2 , 4 , 6-tribromoisophthalic acid, m. 
275-7°; this also results from the halogen compds . and alkali. 

IT 857802-S6-5P, Isophthalic acid, 2 , 4 , 6- tribromo- 

860563-01-5P , Benzoic acid, 2 , 4 , 6-tribromo-3 -trichloroacetyl- 
860563-04-8P , Benzoic acid, 2 , 4 , 6 - tribromo-3 -tribromoacetyl- 
860563-05-9P, Benzoic acid, 2 , 4 , 6- tribromo-3 -dibromoacetyl- 
86'0595-37-5P, Benzoic acid, 2 , 4 , 6- tribromo- 3 -dichloroacetyl - 
860595-39-7P, Benzoic acid, 2 , 4 , 6-tribromo-3 -bromoacetyl- 
860597-86-OP , Benzoic acid, 3 -acetyl -2 , 4 , 6 -tribromo- 
873388-45-5P , Benzonitrile , 3 -acetyl -2 , 4 , 6-tribromo- 
RL: PREP (Preparation) 
(preparation of) 

RN 857802-66-5 CAPLUS 

CN Isophthalic acid, 2 , 4 , 6- tribromo- (3CI) (CA INDEX NAME) 
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Br 




Br Br 
RN 860563-01-5 CAPLUS 

CN Benzoic acid, 2 , 4 , 6-tribromo-3-trichloroacetyl- (3CI) (CA INDEX NAME) 




Br 



RN 860563-04-8 CAPLUS 

CN Benzoic acid, 2 , 4 , 6-tribromo-3-tribromoacetyl- (3CI) (CA INDEX NAME) 




RN 860563-05-9 CAPLUS 

CN Benzoic acid, 2 , 4 , 6-tribromo-3-dibromoacetyl- (3CI) (CA INDEX NAME) 




RN 860595-37-5 CAPLUS 

CN Benzoic acid, 2 , 4 , 6-tribromo-3-dichloroacetyl- (3CI) (CA INDEX NAME) 
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RN 860595-39-7 CAPLUS 

CN Benzoic acid, 2 , 4 , 6-tribromo-3-bromoacetyl- (3CI) (CA INDEX NAME) 



Br 



H02C.,^J\^^ C~ CH2Br 



Br 



Br 



RN 860597-86-0 CAPLUS 

CN Benzoic acid, 3 -acetyl-2 , 4 , 6-tribromo- {3CI) (CA INDEX NAME) 




Br 



RN 873388-45-5 CAPLUS 

CN Benzonitrile, 3 -acetyl-2 , 4 , 6-tribromo- (3CI) (CA INDEX NAME) 




IT 13824-96-9 , Sodium hypobromite 

(reaction with 3 -acetyl-2 , 4 , 6-tribromobenzoic acid) 
RN 13824-96-9 CAPLUS 

CN Hypobromous acid, sodium salt (SCI, 9CI) (CA INDEX NAME) 



Br— OH 



Na 



L127 ANSWER 36 OF 36 CAPLUS COPYRIGHT 2006 ACS on STN 



ACCESSION NUMBER: 
DOCUMENT NUMBER: 
ORIGINAL REFERENCE 
TITLE : 



AUTHOR (S) 



1907:1190 CAPLUS 
1 :1190 
NO. : 1 :295f -i, 296a 

Constitution of Aromatic Purpuric Acids. IX Behavior 
of the Aromatic Purpuric Acids when Oxidized with 
Potassium Hypobromite 
Borsche, W,; Gahetz, G. 
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CORPORATE SOUI^CE: Inst, General Chem. Univ. of Gottingen 

SOURCE: Berichte der Deutschen Chemischen Gesellschaft (1907), 

39, 3359-66 

CODEN: BDCGAS; ISSN: 0365-94 96 
DOCUMENT TYPE: Journal 
LANGUAGE: Unavailable 

AB Oxidation of the hydroxy 1 amine to a nitro group in aromatic purpuric acids 
gives, in solid solution, a very small quantity of the desired product, 
together with much resinous matter. The results are better if potassium 
hypobromite is employed, but the yield is still rather poor. 
2, 6-Dinitro-3-hydroxybenzonitrile, from potassium metapurpurate , lustrous 
flat needles m. 134°5. Potassium salt, yellow, lustrous plates. 
Aniline salt, golden yellow needles, m. 162°-163°. Acetate, 
yellowish, lustrous plates, m. 122<>-123^. 3, 5 

dinitro-2-hydroxytolunitrile-4 , from potassium o-cresylpurpurate, small, 
slender yellow needles, m. 148^-149®. Aniline salt, yellow 
crystals, m. 156® . 5-158® . 5 . The corresponding compound from ' 
p-cresylpurpurate could not be obtained. 2 , 6-Dinitro-3 -hydroxy-4 - 
brombenzonitrile ; from potassium brommetapurpurate ; yellow, needles, 
m.l52®. Aniline salt, small, canary-colored needles, m. 
185®. The above brompurpurate closely resembles the corresponding 
compound without halogen, except that it is more readily soluble in water. 
With caustic alkalies the bromnitrile yields the 

dinitrohydroxybrombenz amide, lustrous, pale yellow plates; m. 231® 

and explodes when heated on platinum. 2 , 4 -Dinitro- 1-hydroxynaphthonitrile- 

3., pale yellow lustrous needles, m. 165® -166®; Aniline 

salt, yellow, crystalline powder, m. 152®. 2 , 4 , 6-Trinitro-3 - 

hydroxybenzonitrile (cyanpicric acid) from 2 , 6-dinitro, -3-hydroxy- 

benzonitrile and a mixture of sulphuric and nitric acids, yellowish white 

needles or plates, m. 131®-132®. With alcoholic ammonia and 

hydrogen sulphide a dark red color is produced. Potassium cyanide yields 

potassium isopurpurate . Aniline salt, yellow needles, m. 

179®-180®. Metapurpuric acid is formed from 

dinitrohydroxybenzonitrile, aqueous -alcoholic ammonia and hydrogen 
sulphide . 

IT 861604-57-1 , Benzonitrile , 3-hydroxy-2 , 6-dinitro- 

(and derivs . ) 
RN 861604-57-1 CAPLUS 

CN Benzonitrile, 3 -hydroxy-2 , 6-dinitro- (ICI) (CA INDEXNAME) 




IT 13824-97-0 , Potassium hypobromite 

(oxidation with) 
RN 13824-97-0 CAPLUS 

CN Hypobromous acid, potassium salt (8CI, 9CI) (CA INDEX NAME) 
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Br— OH 



• K 

IT 8S0751-72-0P, p-Tolunitrile, 2-hydroxy-3 , 5-dinitro- 
860765-50'OP, Picric acid, 3-cyano- 861072-94-8P , 
2 -Naphthonitrile , 4 -hydroxy- 1 , 3 -dinitro- 861602-76-8P , 
Benzamide, 4 -bromo-3 -hydroxy-2 , 6-dinitro- 861604-84-4P , 
Benzonitrile, 4 -bromo-3 -hydroxy-2 , 6-dinitro- 861604-85-5P, 
Benzonitrile, 4 -bromo-3 -hydroxy- 2 , 6-dinitro- , aniline salt 
RL: PREP (Preparation) 
(preparation of) 

RN 860751-72-0 CAPLUS 

CN p-Tolunitrile, 2-hydroxy-3 , 5-dinitro- (ICI) (CA INDEX NAME) 




RN 860765-50-0 CAPLUS 

CN Picric acid, 3-cyano- (ICI) (CA INDEX NAME) 




RN 861072-94-8 CAPLUS 

CN 2 -Naphthonitrile, 4 -hydroxy- 1, 3 -dinitro- (ICI) (CA INDEX NAME) 



N02 




OH 



RN 861602-76-8 CAPLUS 

CN Benzamide, 4 -bromo-3 -hydroxy- 2, 6-dinitro- (ICI) (CA INDEX NAME) 
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H0> 




NO2 



Br 



RN 861604-84-4 CAPLUS 

CN Benzonitrile, 4 -bromo-3-hydroxy-2 , 6-dinitro- (ICI) (CA INDEX NAME) 



RN 861604-85-5 CAPLUS 

CN Benzonitrile, 4 -bromo-3-hydroxy-2 , 6-dinitro- , aniline salt (ICI) (CA 
INDEX NAME) 

CM 1 

CRN 861604-84-4 
CMF C7 H2 Br N3 OS 



NO2 




NO2 




CM 



2 



CRN 
CMF 



62-53-3 
C6 H7 N 
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=> d his full 

(FILE 'HOME» ENTERED AT 09:11:28 ON 04 DEC 2006) 

FILE 'STNGUIDE* ENTERED AT 09:11:51 ON 04 DEC 2006 

FILE 'CAPLUS* ENTERED AT 09:12:11 ON 04 DEC 2006 
E US203-410980 /APPS 
E US2003 -410980 /APPS 
LI 12 SEA ABB=ON PLU=ON US2003 -410980 /APPS 

SEL RN 

FILE 'REGISTRY' ENTERED AT 09:16:04 ON 04 DEC 2006 
FILE »CAPLUS' ENTERED AT 09:16:11 ON 04 DEC 2006 
D COST 

FILE 'REGISTRY* ENTERED AT 09:16:51 ON 04 DEC 2006 

FILE 'CAPLUS' ENTERED AT 09:16:58 ON 04 DEC 2006 
L2 TRA PLU=ON LI 1- RN : 1048 TERMS 

FILE 'REGISTRY' ENTERED AT 09:17:02 ON 04 DEC 2006 
L3 1048 SEA ABB=ON PLU=ON L2 

D COST 

L4 2152625 SEA ABB=ON PLU=ON NCNC3/ESS 

L5 4 3 SEA ABB=ON PLU=ON L3 AND L4 

D SCA 

L6 36 SEA ABB=ON PLU=ON L3 AND PMS/CI 

L7 20 SEA ABB=ON PLU=ON L6 NOT L5 

D SCA 

FILE 'STNGUIDE' ENTERED AT 09:24:10 ON 04 DEC 2006 

FILE 'REGISTRY' ENTERED AT 09:32:56 ON 04 DEC 2006 

FILE 'CAPLUS' ENTERED AT 09:33:04 ON 04 DEC 2006 
DELETE SELECT 

FILE 'STNGUIDE' ENTERED AT 09:33:40 ON 04 DEC 2006 

FILE 'REGISTRY' ENTERED AT 09:49:30 ON 04 DEC 2006 
L8 STRUCTURE UPLOADED 

L9 50 SEA SSS SAM L8 

LIO 0 SEA ABB=ON PLU=ON L9 AND PMS/CI 

FILE 'STNGUIDE' ENTERED AT 09:50:44 ON 04 DEC 2006 

FILE 'REGISTRY' ENTERED AT 09:52:14 ON 04 DEC 2006 
Lll STRUCTURE UPLOADED 

L12 10 SEA SSS SAM Lll 

D SCA 

D STAT QUE L12 
L13 254 SEA SSS FUL Lll 

SAVE TEMP L13 HEA980STR11L/A 

FILE 'CAPLUS' ENTERED AT 09:54:22 ON 04 DEC 2006 
L14 684 SEA ABB=ON PLU=ON L13 
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FILE 'REGISTRY' ENTERED AT 09:54:31 ON 04 DEC 2006 
L15 14 SEA ABB=ON PLU=ON LIS AND PMS/CI 

FILE 'CAPLUS' ENTERED AT 09:54:57 ON 04 DEC 2006 

L16 21 SEA ABB=ON PLU=ON LIS 

L17 10 SEA ABB=ON PLU=ON L16 NOT LI 

L18 4196001 SEA ABB=ON PLU=ON ?POLY?/BI 

L19 163 SEA ABB=ON PLU=ON L14 AND L18 

FILE 'REGISTRY' ENTERED AT 10:22:17 ON 04 DEC 2006 
L20 240 SEA ABB=ON PLU=ON L13 NOT L15 

FILE 'CAPLUS' ENTERED AT 10:22:30 ON 04 DEC 2006 
L21 677 SEA ABB=ON PLU=ON L2 0 

L22 ANALYZE PLU=ON L211-RN: 8791 TERMS 

D 

FILE 'REGISTRY' ENTERED AT 10:23:37 ON 04 DEC 2006 
L23 1 SEA ABB=ON PLU=ON 3063-71-6 

D SCA 

L24 239 SEA ABB=ON PLU=ON L20 NOT L23 

FILE 'CAPLUS' ENTERED AT 10:25:25 ON 04 DEC 2006 
L25 182 SEA ABB=ON PLU=ON L24 

FILE 'REGISTRY' ENTERED AT 10:25:43 ON 04 DEC 2006 
L26 1 SEA ABB=ON PLU=ON 9075-81-4 

D SCA 

L27 23 9 SEA ABB=ON PLU=ON L24 NOT L26 

FILE 'CAPLUS' ENTERED AT 10:26:12 ON 04 DEC 2006 
L28 ANALYZE PLU^^ON L25 1-RN: 4776 TERMS 

D 

FILE 'REGISTRY' ENTERED AT 10:26:48 ON 04 DEC 2006 
L29 1 SEA ABB=ON PLU=ON 3063-71-6 

D SCA 

L30 239 SEA ABB=ON PLU=ON L24 NOT L29 

L31 1 SEA ABB=ON PLU=ON 9067-82-7 

D SCA 

L32 239 SEA ABB=ON PLU=ON L24 NOT L31 

FILE 'CAPLUS' ENTERED AT 10:28:16 ON 04 DEC 2006 
L33 40 SEA ABB=ON PLU=ON L25 AND L18 

FILE 'STNGUIDE' ENTERED AT 10:32:07 ON 04 DEC 2006 

FILE 'CAPLUS' ENTERED AT 10:32:46 ON 04 DEC 2006 
L34 1627900 SEA ABB=ON PLU=ON POLY?/CW 

L*** DEL QUE ? POLY? /OBI 

L*** DEL QUE PL0Y7/0BI 

L35 QUE ABB=ON PLU=ON POLY? /OBI 

L36 160 SEA ABB=ON PLU=ON L21 AND L18 

L37 52 SEA ABB=ON PLU=ON L21 AND L34 

L38 94 SEA ABB=ON PLU=ON L21 AND L35 

E POLYETHYLENE GLYCOL+ALL/CT 
L39 145580 SEA ABB=ON PLU=ON POLYETHYLENE GLYCOL/BI OR PEG?/BI 

E POLYACRYLIC ACID+ALL/CT 

E POLYACRYLIC ACID/BI OR POLY ACRYLIC ACID/BI 
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L40 24437 SEA ABB=ON PLU=ON POLYACRYLIC ACID/BI OR POLY ACRYLIC 

ACID/BI 

E POLYGLUTAMIC ACID+ALL/CT 

L41 3374 SEA ABB=ON PLU=ON POLYGLUTAMIC ACID/BI OR (POLY (IW) 

GLUTAMIC ACID) /BI 

L42 21 SEA ABB=ON PLU=ON L21 AND L39 

L43 0 SEA ABB=ON PLU=ON L21 AND L40 

L44 2 SEA ABB=ON PLU=ON L21 AND L41 

E POLYETHERS+ALL/CT 

FILE 'HCAPLUS' ENTERED AT 10:44:53 ON 04 DEC 2006 



L45 


719513 


SEA 


ABB=ON 


PLU=ON 


POLYETHERS+ALL/CT 


L46 


677 


SEA 


ABB=ON 


PLU=ON 


L20 


L47 


22 


SEA 


ABB=ON 


PLU=ON 


L46 AND L45 


L48 


21 


SEA 


ABB=ON 


PLU=ON 


L21 AND L39 


L4 9 


0 


SEA 


ABB=ON 


PLU=ON 


L21 AND L40 


L50 


2 


SEA 


ABB=ON 


PLU=ON 


L21 AND L41 


LSI 


32 


SEA 


ABB=ON 


PLU=ON 


(L47 OR L48 OR L49 OR L50) 


L52 


21 


SEA 


ABB=ON 


PLU=ON 


L15 


L53 


12 


SEA 


ABB=ON 


PLU^ON 


US2003-410980 /APPS 



FILE 'REGISTRY' ENTERED AT 10:48:35 ON 04 DEC 2006 
D SCA L23 





FILE 'HCAPLUS' 


ENTERED 


AT 10:49:19 


ON 04 DEC 2006 




L54 


19 


SEA 


ABB=ON 


PLU=ON 


L51 


NOT LS2 






L55 


21 


SEA 


ABB-ON 


PLU=ON 


L51 


NOT L53 






L56 


18 


SEA 


ABB=ON 


PLU=ON 


L55 


NOT L52 






L57 


6 


SEA 


ABB=ON 


PLU=ON 


L46 


(2W) L18 










D SCA 












L58 


62 


SEA 


ABB=ON 


PLU=ON 


L46 


(L) L18 






L59 


6 


SEA 


ABB=ON 


PLU=ON 


LSI 


AND LS8 






L60 


11 


SEA 


ABB=ON 


PLU=ON 


L57 


OR L59 






L61 


23 


SEA 


ABB=ON 


PLU=ON 


L46 


AND (L39 


OR L4 0 


OR L41) 


L62 


30 


SEA 


ABB=ON 


PLU=ON 


L60 


OR L61 






L63 


16 


SEA 


ABB=ON 


PLU=ON 


L62 


NOT (L53 


OR L52) 




L64 


67 


SEA 


ABB^ON 


PLU=ON 


(L60 OR L61 1 


OR L58) 


NOT {LS2 



FILE 'REGISTRY' ENTERED AT 11:00:48 ON 04 DEC 2006 
D SCA L29 

FILE 'HCAPLUS' ENTERED AT 11:02:19 ON 04 DEC 2006 
L65 157918 SEA ABB=ON PLU=ON WATER SOLUB?/BI 

L66 13 SEA ABB=ON PLU=ON L58 AND L65 

L67 10 SEA ABB=ON PLU=ON L66 NOT (L60 OR L61 OR LS2 OR LS3) 

FILE 'STNGUIDE' ENTERED AT 11:05:31 ON 04 DEC 2006 

FILE 'HCAPLUS' ENTERED AT 11:09:48 ON 04 DEC 2006 
L68 40 SEA ABB=ON PLU=ON L60 OR L61 OR L66 

L69 26 SEA ABB=ON PLU=ON L68 NOT (L52 OR L53) 

FILE 'STNGUIDE' ENTERED AT 11:11:02 ON 04 DEC 2006 

FILE 'HCAPLUS' ENTERED AT 11:11:21 ON 04 DEC 2006 

L70 89 SEA ABB=ON PLU=ON DEFREES S?/AU 

L71 134 SEA ABB=ON PLU=ON ZOPF D?/AU 

L72 451 SEA ABB=ON PLU=ON BAYER R?/AU 

L73 42 SEA ABB=ON PLU=ON BOWE C?/AU 

L74 43 SEA ABB=ON PLU=ON HAKES D?/AU 
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Ii7S 24565 SEA ABB=ON PLU=ON CHEN X?/AU 

L76 32 SEA ABB=ON PLU=ON L70 AND (L71 OR L72 OR L73 OR L74 OR L75) 

L77 21 SEA ABB=ON PLU=ON L71 AND (L72 OR L73 OR L74 OR L75) 

L78 16 SEA ABB=ON PLU=ON L72 AND (L73 OR L74 OR L75) 

L79 12 SEA ABB=ON PLU=ON L73 AND (L74 OR L75) 

L80 14 SEA ABB=ON PLU=ON L74 AND L75 

L81 40 SEA ABB=ON PLU=ON (L76 OR L77 OR L78 OR L79 OR L80) 

L82 20 SEA ABB=ON PLU=ON (L70 OR L71 OR L72 OR L73 OR L74 OR L75) 

AND L52 

L83 16 SEA ABB=ON PLU=ON (L70 OR L71 OR L72 OR L73 OR L74 OR L75) 

AND (L60 OR L61 OR L66) 

L84 13 SEA ABB=ON PLU=:ON L52 AND (L60 OR L61 OR L66) 

L85 24 SEA ABB=ON PLU=ON {L60 OR L61 OR L66) NOT {L52 OR L53 OR 

(L81 OR L82 OR L83) ) 

L86 41 SEA ABB=ON PLU=ON L58 NOT (L60 OR L61 OR L66 OR L52 OR L53 

OR {L81 OR. L82 OR L83) ) 

L87 12 SEA ABB=ON PLU=ON L58 AND POLYSACCH?/OBI 

L88 0 SEA ABB=ON PLU=ON L87 AND L52 

L89 0 SEA ABB=ON PLU=ON L87 AND (L53 OR (L81 OR L82 OR L83)) 

FILE 'STNGUIDE* ENTERED AT 11:21:02 ON 04 DEC 2006 

FILE ^REGISTRY' ENTERED AT 11:21:14 ON 04 DEC 2006 
D STAT QUE LI 3 

FILE 'HCAPLUS' ENTERED AT 11:22:23 ON 04 DEC 2006 
D STAT QUE L53 ' 
D STAT QUE L81 . 
D STAT QUE LB 2 
D STAT QUE L83 

L90 42 SEA ABB=ON PLU=ON {L53 OR L81 OR L82 OR L83) 

D IBIB ABS HITIND HITSTR L90 1-42 

FILE 'REGISTRY' ENTERED AT 11:24:31 ON 04 DEC 2006 

FILE 'HCAPLUS' ENTERED AT 11:24:36 ON 04 DEC 2006 
D STAT QUE L52 
D STAT QUE L84 

L91 1 SEA ABB=ON PLU=ON {L52 OR L84) NOT L90 

D IBIB ABS HITIND HITSTR L91 1 

FILE 'REGISTRY' ENTERED AT 11:26:16 ON 04 DEC 2006 

FILE 'HCAPLUS' ENTERED AT 11:26:20 ON 04 DEC 2006 

D STAT QUE L60 
D STAT QUE L61 
D STAT QUE L66 
D STAT QUE L87 

L92 49 SEA ABB=ON PLU=ON (L60 OR L61 OR L66 OR L87) 

L93 33 SEA ABB=ON PLU=ON L92 NOT {L90 OR L91) 

D IBIB ABS HITIND HITSTR L93 1-33 

FILE 'STNGUIDE' ENTERED AT 11:30:06 ON 04 DEC 2006 

FILE 'STNGUIDE' ENTERED AT 12:23:08 ON 04 DEC 2006 

FILE 'CASREACT' ENTERED AT 13:49:55 ON 04 DEC 2006 
L94 STRUCTURE UPLOADED 

L95 50 SEA SSS SAM L94 ( 350 REACTIONS) 
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FILE 'STNGUIDE' ENTERED AT 13:52:10 ON 04 DEC 2006 

FILE 'CASREACT' ENTERED AT 13:53:39 ON 04 DEC 2006 
L96 STRUCTURE UPLOADED 

L97 0 SEA SSS SAM L96 ( 0 REACTIONS) 

D STAT QUE L95 
L98 930 SEA SSS FUL L94 { 5620 REACTIONS) 

SAVE TEMP L98 FRE171STRL94/A 
L99 0 SEA SUB=:L98 SSS SAM L96 ( 0 REACTIONS) 

LlOO 1 SEA SUB=L98 SSS FUL L96 ( 1 REACTIONS) 

D SCA 

FILE 'CAPLUS* ENTERED AT 13:58:16 ON 04 DEC 2006 
E US2005-531171/APPS 
LlOl 1 SEA ABB=ON PLU=:ON US2005-531171/AP 

D SCA 
SEL RN 

FILE 'REGISTRY' ENTERED AT 13:59:37 ON 04 DEC 2006 
L102 27 SEA ABB=ON PLU=ON (100-47-0/BI OR 100-51-6/BI OR 100-52-7/BI 

OR 100-54-9/BI OR 100-55-0/BI OR 10200 -59-6/BI OR 104-85-8/BI 
OR 104-87-0/BI OR 104-88-l/BI OR 1195-44-4/BI OR 13 67 9 -70 -4 /BI 
OR 1452-16-0/BI OR 2973-27-5/BI OR 394-47-8/BI OR 4363-93-3/BI 
OR 446-52-6/BI OR 554-14-3/BI OR 555-16-8/BI OR 589-29-7/BI OR 
613-93-4/BI OR 617-90-3/BI OR 619-72-7/BI OR 623-03-O/BI OR 
623-26-7/BI OR 72835-25-7/BI OR 7664-41-7/BI OR 98-01-l/BI) 

FILE 'CAPLUS' ENTERED AT 13:59:53 ON 04 DEC 2006 
L103 29890 SEA ABB=ON PLU=ON L102/PREP 

L104 1 SEA ABB=ON PLU=ON LlOl AND L103 

D SCA 
SEL HIT RN 

FILE 'REGISTRY' ENTERED AT 14:00:27 ON 04 DEC 2006 
L105 13 SEA ABB=ON PLU=ON (100-47-O/BI OR 100-54-9/BI OR 104-85-8/BI 

OR 13679-70-4/BI OR 1452-16-0/BI OR 2973-27-5/BI OR 394-47-8/BI 

OR 613-93-4/BI OR 617-90-3/BI OR 619-72-7/BI OR 623-03-O/BI 
OR 623-26-7/BI OR 72835-25-7/BI) 
D SCA 

L106 14 SEA ABB=ON PLU=ON L102 NOT L105 

D SCA 

FILE 'STNGUIDE' ENTERED AT 14:02:46 ON 04 DEC 2006 

FILE 'REGISTRY' ENTERED AT 14:05:20 ON 04 DEC 2006 
LI 07 STRUCTURE UPLOADED 

L108 50 SEA SSS SAM L107 

L109 1015 SEA SSS FUL L107 

SAVE TEMP L109 FRE171ST109/A 
LI 10 STRUCTURE UPLOADED 

FILE 'CAPLUS' ENTERED AT 14:10:34 ON 04 DEC 2006 
LI 11 9870 SEA ABB=ON PLU=ON LI 09 

D COST 

FILE 'REGISTRY' ENTERED AT 14:11:55 ON 04 DEC 2006 

FILE 'CAPLUS' ENTERED AT 14:12:03 ON 04 DEC 2006 
L113 TRA PLU=:ON Llll 1- RN : 33398 TERMS 
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FILE 'REGISTRY* ENTERED AT 14:15:25 ON 04 DEC 2006 
L114 33398 SEA ABB=ON PLU=ON L113 

D COST 

L115 3 SEA SUB=L114 SSS SAM LllO 

D SCA 

LI 16 STRUCTURE UPLOADED 

L117 50 SEA SUB=L114 SSS SAM L116 - • 

D STAT QUE L117 
L118 5939 SEA SUB=rL114 SSS FUL L116 

D LllO 

L119 3 SEA SUB=L118 SSS SAM LllO 

L120 90 SEA SUB=L118 SSS FUL LllO 

FILE 'CAPLUS' ENTERED AT 14:22:44 ON 04 DEC 2006 
L121 29003 SEA ABB=ON PLU=ON L120 

L122 47 SEA ABB=ON PLU=ON Llll AND L121 

FILE 'REGISTRY' ENTERED AT 14:23:50 ON 04 DEC 2006 
L123 STRUCTURE UPLOADED 

L124 50 SEA SUB=L118 SSS SAM L123 

L125 2741 SEA SUB=L118 SSS FUL L123 

FILE 'CAPLUS' ENTERED AT 14:25:12 ON 04 DEC 2006 
L126 867630 SEA ABB=ON PLU=ON L125 

L127 36 SEA ABB=ON PLU=ON L122 AND L126 

E KAWAZOE/AU 

L128 8 SEA ABB=ON PLU=ON "KAWAZOE KENTARO"/AU 

L129 13 SEA ABB=ON PLU=ON "KAWAZOE K"/AU 

FILE 'REGISTRY' ENTERED AT 14:27:23 ON 04 DEC 2006 

FILE 'CAPLUS' ENTERED AT i4:27:28 ON 04 DEC 2006 
D STAT QUE L128 
D STAT QUE LI 2 9 

L130 21 SEA ABB=ON PLU=ON (L128 OR L129) 

L131 0 SEA ABB=ON PLU=ON L130 AND L127 

D IBIB ABS L130 1-21 

FILE 'REGISTRY' ENTERED AT 14:29:56 ON 04 DEC 2006 

FILE 'CAPLUS' ENTERED AT 14:30:00 ON 04 DEC 2006 
D STAT QUE L127 

FILE 'CASREACT' ENTERED AT 14:30:21 ON 04 DEC 2006 
D STAT QUE LlOO 

FILE 'CAPLUS' ENTERED AT 14:30:54 ON 04 DEC 2006 
D IBIB ABS HITSTR L127 1-36 

FILE 'CASREACT' ENTERED AT 14:32:47 ON 04 DEC 2006 



FILE HOME 
FILE STNGUIDE 

FILE CONTAINS CURRENT INFORMATION. 

LAST RELOADED: Dec 1, 2006 (20061201/UP) . 

FILE CAPLUS 
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Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 4 Dec 2006 VOL 145 ISS 24 
FILE LAST UPDATED: 3 Dec 2006 (20061203/ED) 

Effective October 17, 2005, revised CAS Information Use Policies apply. 
They are available for your review at: 

http : / /www . cas . org/ inf opolicy . html 

FILE REGISTRY 

Property values tagged with IC are from the ZIC/VINITI data file 
provided by InfoChem. 

STRUCTURE FILE UPDATES: 3 DEC 2006 HIGHEST RN 914612-67-2 

DICTIONARY FILE UPDATES: 3 DEC 2006 HIGHEST RN 914612-67-2 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

TSCA INFORMATION NOW CUTRRENT THROUGH June 30, 2006 

Please note that search-term pricing does apply when 
conducting SmartSELECT searches. 

REGISTRY includes numerically searchable data for experimental and 
predicted properties as well as tags indicating availability of 
experimental property data in the original document . For information 
on property searching in REGISTRY, refer to: 

http : //www. cas . org/ONLINE/UG/regprops .html 

FILE HCAPLUS 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
the American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 4 Dec 2006 VOL 145 ISS 24 
FILE LAST UPDATED: 3 Dec 2006 {20061203/ED) 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 

FILE CASREACT 
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Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original pxiblications . 

FILE CONTENT: 1840 - 3 Dec 2006 VOL 145 ISS 23 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

******************************************************* 

* * 

* CASREACT now has more than 10 million reactions * 

* * 

******************************************************* 



Some CASREACT records are derived from the ZIC/VINITI database (1974-1991) 
provided by InfoChem, INPI data prior to 1986, and Biotransformations 
database compiled under the direction of Professor Dr. Klaus Kieslich. 

This file contains CAS Registry Numbers for easy and accurate substance 
identification. 
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This file contains CAS Registry Numbers for easy and accurate 
substance identification. 

FILE CASREACT 

Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 

FILE CONTENT: 1840 - 3 Dec 2006 VOL 145 ISS 23 

New CAS Information Use Policies, enter HELP USAGETERMS for details. 

******** it it **it*i^***it*ilritilr* it ilr****it*it*it*********it***i^ 

* CASREACT now has more than 10 million reactions * 

******************************************************* 

Some CASREACT records are derived from the ZIC/VINITI database (1974-1991) 
provided by InfoChem, INPI data prior to 1986, and Biotransformations 
database compiled under the direction of Professor Dr. Klaus Kieslich. 

This file contains CAS Registry Numbers for easy and accurate substance 
identification . 
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